LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061115\
Data File : BG017623.D

Acq On : 11 Jun 2015 23:23

Operator : TP/1Z

Sample - G2522-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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 height area % max. total

4.626 325 330 336 rBV 20200 31800 1.05% 0.294%
5.120 409 414 421 rBV 253863 358011 11.83% 3.307%
rvB 172983 279746 9.24% 2.584%
7.070 739 746 757 rBV 464362 700180 23.14% 6.469%
7.529 819 824 830 rBV 91388 142951 4.72% 1.321%

abrwNPE
(0}
\l
W
(0}
(9}
(o0}
w
()}
0
©
\l
o
w

7.846 871 878 886 rBvV 400030 619336 20.47% 5.722%
8.698 1014 1023 1029 rBV 328683 545842 18.04% 5.043%
10.325 1294 1300 1309 rVB2 109744 183616 6.07% 1.696%
12.823 1716 1725 1732 rBVY 965754 1415906 46.79% 13.081%
14.209 1952 1961 1971 rBV2 200125 305514 10.10% 2.823%

=
QO ~NO®

11 15.707 2209 2216 2226 rBV 1100533 1499333 49.55% 13.852%
12 16.959 2424 2429 2436 rBV2 310653 455427 15.05% 4.207%
13 17.870 2579 2584 2591 rBV4 58943 91023 3.01% 0.841%
14 19.162 2800 2804 2809 rBV2 49432 69151 2.29% 0.639%
15 19.603 2873 2879 2892 rBV 2532203 3025946 100.00% 27.955%

16 20.878 3092 3096 3102 rBVS8 27413 48793 1.61% 0.451%
17 21.160 3138 3144 3151 rBV 451321 563024 18.61% 5.202%
18 23.357 3511 3518 3526 rVB 269319 488620 16.15% 4.514%

Sum of corrected areas: 10824219
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG061115\
BG017623.D
11 Jun 2015 23:23

TP/1Z

G2522-

05

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M

Quant Title ; ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:

\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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8270-BG060315.M Fri

Jun 12 14:06:06 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061115\
Data File : BG017623.D

Acq On : 11 Jun 2015 23:23

Operator : TP/1Z

Sample - G2522-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 unknown4.63 Concentration Rank 3

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

4.63 4.45 ng 31800 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
2 Butanoic acid, 4-oxopentyl ester 172 C9H1603 058371-97-4 9
3 Ether, hexyl t-butyl 158 C10H220 069775-79-7 9
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 331 (4.632 min): BG017623.D (-325) (-) m/z 43.00 100.00%
43
5000
101
420 4.40 4.60 4.80 5.00
T | a2 s 419 /o 59.00  56.58%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
5000
420 4.40 4.60 4.80 5.00
101 m/z 58.00 17.10%
ad N 0 RE ‘
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
420 4.40 4.60 4.80 5.00
5000 m/z 101.00 16.88%
71
101
128
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #28228: Ether, hexyl t-buty| S 8 S O —
59 420 4.40 4.60 4.80 5.00
m/z 38.90 10.38%
5000
27 85 143
by ! 1
mz-> 0 50 100 150 200 250 300 350 400 450 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061115\
Data File : BG017623.D

Acq On : 11 Jun 2015 23:23

Operator : TP/1Z

Sample - G2522-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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 2 unknown7.07 Concentration Rank 1

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

7.07 97.96 ng 700180 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H3N2 034760-58-2 14
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 746 (7.070 min): BG017623.D (-739) (-) m/z 132.00 100.00%
132
5000 68
o 680 7.00 7.0 7.40
oo L eor 260 422 485 7o 68 00 4L.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132
5000 67 ToBo 700 720 740
m/z 66.00 39.85%
44 | 103
mz-> 50 100 150 200 250 300 350 400 450
Abundance
132
680 7.00 7.0 7.0
5000 97 m/z 134.00 30.51%
3 10
mz-> 50 100 150 200 250 300 350 400 450
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- R A EEREEmem s e
132 6.80 7.00 7.20 7.40
m/z 69.10 21.88%
5000
104
39 78 ‘
'“Lﬁﬁile“ JLUNRLEREL SRR AR LI SRR SARLLL SURLL R UL UL IR I
m/z--> 50 100 150 200 250 300 350 400 450 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061115\
Data File : BG017623.D

Acq On : 11 Jun 2015 23:23

Operator : TP/1Z

Sample - G2522-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.87 4.00 ng 91023 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 Nonanoic acid 158 C9H1802 000112-05-0 35
5 3,5-Difluorobenzaldehyde carbamo... 199 C8H7F2N30 163893-49-0 25

Abundance Scan 2584 (17.870 min): BG017623.D (-2579) (-) m/z 73.00 100.00%

5000

17.60 17.80 18.00 18.20

471
as m/z 43.00 96.81%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #92228: n-Hexadecanoic acid
43 7
5000 256
129 17.60 17.80 18.00 18.20
97 213 m/z 41.05 96.74%
VIV Datlasll
A e e
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
a3 @
17.60 17.80 18.00 18.20
5000 m/z 55.00 88.89%
129
214
97 171

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #37193: n-Decanoic acid
60 17.60 17.80 18.00 18.20
m/z 60.00 85.24%
5000 129
29 87
S
m/iz--> 0 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061115\
Data File : BG017623.D

Acq On : 11 Jun 2015 23:23

Operator : TP/1Z

Sample - G2522-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 2.46 ng 69151 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Decanoic acid 172 C10H2002 000334-48-5 42
3 Undecanoic acid 186 C11H2202 000112-37-8 38
4 Tetradecanoic acid 228 C14H2802 000544-63-8 38
5 Tridecanoic acid 214 C13H2602 000638-53-9 25

Abundance Scan 2804 (19.162 min): BG017623.D (-2800) (-) m/z 41.10 100.00%

5000

18.80 19.00 19.20 19.40
m/z 72.95 < 97.87%

T 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108843: Octadecanoic acid

5000 TT TTTT TT T T[T T[T
18.80 109. 00 19. 20 19.40
m/z 43.00 97 .70%
15\\
Ty
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
 REEERE S EE s e
18.80 19.00 19.20 19.40
5000 m/z 57.10 93.62%
129
29
87 172
T o o o L I o o IR B e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46615: Undecanoic acid
60 18.80 19.00 19.20 19.40
m/z 60.00 82.67%
5000
29 ; 129
“ 1 P57186
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061115\
Data File : BG017623.D

Acq On : 11 Jun 2015 23:23

Operator : TP/1Z

Sample - G2522-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .63 4.63 4.5 ng 31800 1 7.53 142951 20.0
unknown? .07 7.07 98.0 ng 700180 1 7.53 142951 20.0
n-Hexadecanoic acid 17.87 4.0 ng 91023 4 16.96 455427 20.0
Octadecanoic acid 19.16 2.5 ng 69151 5 21.16 563024 20.0
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