LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\

Data File : BF079068.D

Aca On : 9 May 2015 7:36 Instrument :
Operator : TP/1Z gmgigamlem'
a?zgle i 62152-03 'nm2L5342J5
ALS Vial : 30 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 1.484 23 26 29 rvB 5104212 5750162 81.71% 18.206%
2 1.621 35 38 41 rVB 218078 352035 5.00% 1.115%
3 1.747 48 49 52 rBv 364624 490072 6.96% 1.552%
4 1.793 52 53 58 rvv 199622 312816 4._.44% 0.990%
5 1.873 58 60 93 rVB 3495804 7037604 100.00% 22.282%

5.119 343 344 350 rVB 73135 98798 1.40% 0.313%
5.622 385 388 390 rBV 1501430 1561049 22.18% 4.942%
6.879 495 498 500 rBV 1905254 1720457 24.45% 5.447%
509 511 514 rBV 1665870 1647441 23.41% 5.216%
7.325 534 537 539 rvB 367497 512157 7.28% 1.622%

=
QO ~NO®
\l
o
N
\l

11 7.507 550 553 555 rBV 1369430 1278431 18.17% 4.048%
12 8.010 594 597 599 rBV 1169459 1026530 14.59% 3.250%
13 8.890 672 674 677 rBV 599948 722306 10.26% 2.287%
14 10.239 790 792 795 rBV 2121113 1925771 27.36% 6.097%
15 11.073 862 865 867 rBvV 862729 839286 11.93% 2.657%

16 12.056 948 951 953 rBV2 1017186 1308446 18.59% 4.143%
17 12.914 1024 1026 1029 rBV 880761 892220 12.68% 2.825%
18 14.914 1198 1201 1204 rBV 2218886 2173102 30.88% 6.880%
19 16.091 1301 1304 1312 rBV 89917 193646 2.75% 0.613%
20 16.217 1312 1315 1318 rBV 836861 882364 12.54% 2.794%

21 18.000 1468 1471 1474 rBV 710835 859619 12.21% 2.722%

Sum of corrected areas: 31584312
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF050815\
: BF079068.D

: 9 May 2015 7:36

: TP/1Z

: G2152-03

: 30 Sample Multiplier: 1

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

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079068.D

Aca On > 9 May 2015 7:36

Operator : TP/1Z

Sample : 62152-03

Misc :

ALS Vial : 30 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 unknownl._48 Concentration Rank 2

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

1.48 224.55 ng 5750160 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 26 (1.484 min): BF079068.D (-23) (-) m/z 73.10 100.00%
73
5000 43
89
——
55 140 160 1.80
| A 1 N VN .- S N MRS m/z 43.10 50.41%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L L R
140 160 1.80
a1 89 m/z 89.10 31.41%
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 10.35%
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 #2183: 1,3-Diaminoguanidine A WAS
43 140 160 1.80
32 m/z 45.10 8.00%
58 89
5000 18
72
0 "'w"'l"?%l"'w'"'l??"l'”'l""l""|"'w LA L 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\BF050815\
Data File : BF079068.D

Aca On > 9 May 2015 7:36

Operator : TP/1Z

Sample : 62152-03

Misc :

ALS Vial : 30 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.79 12.22 ng 312816 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 53 (1.793 min): BF079068.D (-52) (-) m/z 73.10 100.00%
3
5000
55
43 87 LR SRREE LR LR
28 | | 49 ‘ | 140 1.60 1.80 2.00 2.20
SRS A A NP Y 4 F S m/z 55.10 28.53%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LR SRREE AR GRS S
43 140 1.60 1.80 2.00 2.20
55 87 m/z 87.05 24.05%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
140 160 180 2.00 220
5000 m/z 43.10 17 .84%
45
29
o 39 50 °° 67 101
mz-> 20 30 40 50 60 70 8 9 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- e AR R
7B 140 1.60 1.80 2.00 2.20
m/z 41.10 12.49%
5000 43
58
0"|"“"|"'"|”"|""|""|""|""'|""l""l
m/z--> 20 30 40 50 60 70 80 90 100 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079068.D

Aca On > 9 May 2015 7:36

Operator : TP/1Z

Sample : 62152-03

Misc :

ALS Vial : 30 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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.12 3.86 ng 98798 1,4-Dichlorobenzene-d4 7.32
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 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 344 (5.119 min): BF0O79068.D (-343) (-) m/z 43.10 100.00%
43
59
5000
1ot 480 5.00 520 540
O B S3 8 | 75 B9.10°  54.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L I I
59 480 500 520 540
m/z 58.10 17.10%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 101.10 16.62%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- B e R
50 4.80 500 5.20 5.40
m/z 41.10 9.65%
5000
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LR UL SRR SR UL UL FULELEL SR SO S S B I AR SRS L LA
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079068.D

Aca On > 9 May 2015 7:36

Operator : TP/1Z

Sample : 62152-03

Misc :

ALS Vial : 30 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 7 unknown7.03 Concentration Rank 3

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

7.03 64 .33 ng 1647440 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 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): BF079068.D (-509) (-) m/z 132.00 100.00%
132
5000 68
96 ISR S S L
40 5y -8 06 6.60 6.80 7.00 7.20 7.40
01 e B m/z 68.10 43.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LRI LA RN IR L
6.60 6.80 7.00 7.20 7.40
31 51 m/z 134.00 32.55%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.60 6.80 7.00 7.0 7.40
5000 og 116 m/z 66.10 27.72%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole T R b
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 17.68%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 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\BF050815\
Data File : BF079068.D

Aca On > 9 May 2015 7:36

Operator : TP/1Z

Sample : 62152-03

Misc :

ALS Vial : 30 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 9 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.09 4.39 ng 193646 Chrysene-di12 16.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Docosene 308 C22H44 001599-67-3 90
5 1-Heptadecanol 256 C17H360 001454-85-9 90
Abundance Scan 1304 (16.091 min): BF079068.D (-1301) (-) m/z 57.10 100.00%
57 n
5000
1139 207 15.80 16.00 16.20 16.40
Ok ”,....“...,”..,..”,...w....,”..,.”., m/z 43.05 95.58%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 69 LR SRR L UL B

15.80 16.00 16,20 16.40
o7 m/z 55.10 83.96%

\‘\ ‘ u | ‘\ | ‘5154181 224252
Of—rh . e S

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
15.80 16.00 16.20 16.40
5000 69 m/z 83.10 76.12%
97
0 125 155 106224
LI I i o e o e o B e e R EE
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57 15.80 16.00 16.20 16.40
97 m/z 69.10 67.23%
5000
0 IR RR lJ|; }§1209236267292320348376406434462490
B e e B B e T L e e
m/z--> 0 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 : BF079068.D

Acq On > 9 May 2015 7:36

Operator : TP/1Z

Sample : G2152-03

Misc :

ALS Vial =: 30 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl .48 1.48 224.6 ng 5750160 1 7.32 512157 20.0
Butane, 2-methoxy... 1.79 12.2 ng 312816 1 7.32 512157 20.0
2-Pentanone, 4-hy... 5.12 3.9 ng 98798 1 7.32 512157 20.0
unknown?7 .03 7.03 64.3 ng 1647440 1 7.32 512157 20.0
Pentafluoropropio... 16.09 4.4 ng 193646 5 16.22 882364 20.0
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