LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087528.D

Aca On : 30 May 2016 00:32

Operator : UM/SJ

Sample : H3222-13

Misc :

ALS Vial : 50 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-BF052316.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 4.821 279 283 290 rBV3 7653 38924 1.02% 0.148%
2 5.370 329 331 353 rBV6 756875 2013774 52.95% 7.640%
3 7.027 474 476 482 rBV 588259 1143436 30.06% 4.338%
4 7.119 482 484 501 rVB 2006910 3504312 92.13% 13.295%
5 7.473 513 515 527 rBV 389123 731170 19.22% 2.774%

7.702 532 535 551 rvVV 1766425 2465642 64.83% 9.354%
8.387 593 595 625 rBV 1475506 2293249 60.29% 8.700%
8.982 645 647 665 rVB 50592 195263 5.13% 0.741%
515151 891760 23.45% 3.383%
11.279 845 848 868 rBvV 2880297 3803498 100.00% 14.430%
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11 12.331 937 940 955 rBV 620350 951709 25.02% 3.611%
12 13.622 1051 1053 1079 rBV 1373448 2298850 60.44% 8.722%
13 14.742 1148 1151 1170 rBV 462817 918841 24.16% 3.486%
14 16.925 1340 1342 1345 rBV2 155068 173612 4._.56% 0.659%
15 17.085 1354 1356 1372 rVB 2931486 3539195 93.05% 13.427%

16 17.851 1421 1423 1426 rBV 78661 99838 2.62% 0.379%
17 18.457 1474 1476 1498 rBV 270140 698478 18.36% 2.650%
18 19.840 1594 1597 1600 rBV 41917 45179 1.19% 0.171%

19 20.149 1622 1624 1642 rBV 161011 551544 14 _.50% 2.092%

Sum of corrected areas: 26358274

8270-BF052316.M Tue May 31 19:22:53 2016 Page: 1



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\BF052916\
: BF087528.D

: 30 May 2016 00:32

: UM/SJ

: H3222-13

: 50 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF087528.D

7.12
7.70

8.39

7.47
4.82

0
Time-->

8.98

8.50 9.00

I
2.00 2.50

T T
3.00 3.50

I
4.00 4.50

5.00 5.50 6.00

6.50 7.00 7.50

8.00

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF087528.D

11.28

13.62

12.33

9.51 14.74

Time-->

16.00

16.50

14.00  14.50 15.00  15.50

1250 13.00 13.50

9.50 10.00  10.50

11.00 11.50 12.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF087528.D

17.09

18.46 20.15

16.9 19.84

17.85

ok
Time-->

23.00 23,50 24.00

A
LI B B S I B B S S BN B B R}

20.00 20.50 21.00

2150 22.00 2250

A
LN B B E N B S S S D B S B B B B B N

18.00 1850 19.00  19.50

17.00 17.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087528.D

Aca On : 30 May 2016 00:32

Operator : UM/SJ

Sample : H3222-13

Misc :

ALS Vial : 50 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.12 Concentration Rank 1

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

7.12 95.85 ng 3504310 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Indazole. 4-methvl- 132 C8H8N2 1000316-00-9 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22

Abundance Scan 484 (7.119 min): BF087528.D (-482) (-) m/z 132.00 100.00%
68 \L
5000
| 7 % 6.80 7.00 7.20 7.40
62, 104 . .
o....,....,'!..:- etnih ..':-.,..E.‘?,..I.,.'!..,.l.l?.,...., et | mM/z 68.05 52.45%
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I SN S R LR
6.80 7.00 7.20 7.40
31384451 78 m/z 66.05 37 .06%
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40
5000 97 m/z 134.00 31.91%
70
St #4s 60 7 g6 105 116
O B T o e e T e = e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14498: 1H-Indazole, 4-methyl- R e R ma
132 6.80 7.00 7.20 7.40
m/z 69.10 22 .63%
5000 \\—
40
77 104 /\J
51
0'“'w"wWL'Nhénéé“l'le'“l'“'ﬂd“l'“'w'“l‘“'w" S SARASSERA ARE R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087528.D

Aca On : 30 May 2016 00:32

Operator : UM/SJ

Sample : H3222-13

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.93 4.97 ng 173612 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 62
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 58
3 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 38
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
5 2-l1sopropyl-3-vinyloxirane 112 C7H120 070777-23-0 38
Abundance Scan 1342 (16.925 min): BF087528.D (-1340) (-) m/z 56.10 100.00%
56
5000
73 R & SN A
3 o7 129 g5 p1g 239257 16.60 16.80 17.00 17.20
o} m/z 57.10 60.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 T "|""4%k?"|""|
29 73 16.60 16.80 17.00 17.20
m/z 41.10 53.04%
o \‘ Il ‘\ H‘ ok "1157 157 15 213 29 2‘737 281 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
16.60 16.80 17.00 17.20
5000 m/z 43.10 52.24%
23 & 257
o 101 12 o 185 213 239 283 312
R LR R R R LA LN R LA LA LA LR RSN ALY LARRS LARR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81260: 1-Pentadecene, 2-methy!- PR T T
16.60 16.80 17.00 17.20
m/z 55.10 37 .88%
5000

83
111 135153168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087528.D

Aca On : 30 May 2016 00:32

Operator : UM/SJ

Sample : H3222-13

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl7.85 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.85 2.86 ng 99838 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 2.4.4-trimethvlpent... 172 C10H2002 1000368-95-3 38
2 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 38
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35
Abundance Scan 1423 (17.851 min): BF087528.D (-1421) (-) m/z 56.10 100.00%
56
4
5000
o7 17750 17180 1800 1820
111 185 267 285
0"'|""|||="' || ||| |J|I| .I|| |.|”|”1‘}:?”|”“||.m - ...?4.1...|.'...|.'.. m/z 57.10 66.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39609: Acetic acid, 2,4,4-trimethylpenty!| ester
56
97
N\
5000 LRI SUMLIE SUNILN SRR S
17.60 17.80 18.00 18.20
4 m/z 43.05 57.56%
0”'fzﬁ'”””I”“P'”P”'P”W'”W“"“” SR SRR BARSS BAN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
a1 ' 17.60 17.80 18.00 18.20
5000 m/z 41.05 53.04%
27 8 o7
. 111925140154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl-
56 17.60 17.80 18.00 18.20
m/z 55.10 41.57%
5000
41
2 0
0 \W‘\$ 1\ 4 97111125140154168 196
m/z--> 26 4b eb éo 160 150 150 160 1éo 200 220 240 2éo 2éo 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087528.D

Acq On : 30 May 2016 00:32

Operator : UM/SJ

Sample - H3222-13

Misc :

ALS Vial =: 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .12 7.12 95.8 ng 3504310 1 7.47 731170 20.0
Hexadecanoic acid... 16.93 5.0 ng 173612 5 18.46 698478 20.0
unknownl17 .85 17.85 2.9 ng 99838 5 18.46 698478 20.0
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