LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\

Data File : BF087155.D

Aca On : 18 May 2016 20:45

Operator : UM/SJ

a?zgle ; H3143-27 P
ALS Vial : 13 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-BF051716.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 1.713 9 11 50 rVB 4072537 8733687 100.00% 22.675%
2 4.696 270 272 285 rBV 228677 369884 4.24% 0.960%
3 5.164 311 313 325 rBVY 2493835 3046286 34.88% 7.909%
4 6.239 405 407 410 rBV 2295991 2861864 32.77% 7.430%
5 6.353 414 417 419 rBVY 2494784 3065769 35.10% 7.960%

6.570 434 436 439 rBvV 635058 875911 10.03% 2.274%
6.730 448 450 453 rBV 2273290 2004339 22.95% 5.204%
7.153 484 487 489 rBV 2032937 2119177 24.26% 5.502%
1272448 1169842 13.39% 3.037%
8.948 641 644 646 rBV 2727994 3204907 36.70% 8.321%

=
QO ~NO®

\l

0]

()]

N

)]

A

\l

a1

A

©

9]

a1

N

=

s9)

<

11 9.348 677 679 681 rBvV 334748 311862 3.57% 0.810%
12 9.611 699 702 705 rBV 1450615 1317325 15.08% 3.420%
13 10.056 738 741 743 rBV2 139740 133176 1.52% 0.346%
14 10.399 768 771 774 rBV 2082820 2038581 23.34% 5.293%
15 10.525 780 782 789 rVB 148318 177199 2.03% 0.460%

16 11.085 829 831 834 rBV 1380944 1262311 14.45% 3.277%
17 11.348 851 854 857 rBV 46894 114544 1.31% 0.297%
18 11.634 877 879 883 rBvV 81550 117724 1.35% 0.306%
19 12.674 967 970 972 rBV 2742100 2973706 34.05% 7.721%
20 13.588 1047 1050 1058 rBV 185635 478666 5.48% 1.243%

21 13.714 1058 1061 1063 rBV 1124497 1133923 12.98% 2.944%
22 15.063 1177 1179 1184 rBV 798083 916039 10.49% 2.378%
23 15.543 1217 1221 1226 rBV4 23834 89871 1.03% 0.233%

Sum of corrected areas: 38516593
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051816\

BF087155.D

18 May 2016 20:45

UmM/sJ

H3143-27

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087155.D

Aca On : 18 May 2016 20:45

Operator : UM/SJ

Sample : H3143-27

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.70 8.45 ng 369884 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 272 (4.696 min): BF087155.D (-270) (-) m/z 43.10 100.00%
43.1
5000 58.1 \\\»
101.1 a0 AR Ak Eng
4.40 4.60 4.80 5.00
Ok 2l 88l "m/z 59.10 49.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
000 590 Tk ako ko 5o
m/z 58.05 13.03%

31‘0 83.0 93010‘10
O T e T e e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.40 4.60 4.80 5.00

5000 m/z 101.10 12.51%
58.0
15.0 27.0 72.0 100.0
e S I I SULI LS SIS IS I SIS SULILS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime  E EEm RS S
43.0 4.40 4.60 4.80 5.00

m/z 41.05 9.26%

5000
101.0
150 310 %80 690 86.0

oS 1 ML <1 MMM NN S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087155.D

Aca On : 18 May 2016 20:45

Operator : UM/SJ

Sample : H3143-27

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 3 unknown6.35 Concentration Rank 2

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

6.35 70.00 ng 3065770 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 417 (6.353 min): BF087155.D (-414) (-) m/z 132.10 100.00%
1321
5000 68.1
01 g 9.1 J b0 650 640 650
O‘M.'P}-?. T .1 | m/z 68.10 39.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 S S A AR AR
6.00 6.20 6.40 6.60
33.0 105.0 m/z 134.10 33.21%
0+ 'J' |'?ﬁp'k”7ﬁéﬂi8§P'Jl L"' L S S B
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 S50 o5 o0 ko
5000 98.0 116.0 m/z 66.05 26.92%
0 158.0 189.0
miz--> 40 60 8 100 120 140 160 180
Abundance #14069: Xenon
182.0 6.00 6.20 6.40 6.60
m/z 69.10 16.26%
5000
66.0
0""|""|“u"|""|""|'l" U SN SR
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087155.D

Aca On : 18 May 2016 20:45

Operator : UM/SJ

Sample : H3143-27

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.06 2.02 ng 133176 Acenaphthene-d10 9.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 741 (10.056 min): BF087155.D (-738) (-) m/z 57.10 100.00%
57.1
5000
85.1
151 101 350 10,00 1020 1040
0 ' m/z 43.10 77 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 RN LR SRR AR B
85.0 980 10 00 10 20 10 40
29.0 ‘ m/z 71.10 43.78%

J‘\ Hw 1130 1410 169.0 197.0 226.0
N B —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 L et

9.80 10.00 10 20 10.40

5000 m/z 41.05 39.50%
85.0

o

29.0
113.0 1410 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64573: Pentadecane A B e S S
57.0 9.80 10.00 10.20 10.40
m/z 85.10 31.28%
5000 85.0
29.0
0 \‘ yll ‘ l ol 113 0 . 141 0 168.0 212 0
R B N B B B R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087155.D

Aca On : 18 May 2016 20:45

Operator : UM/SJ

Sample : H3143-27

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 7 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 8.44 ng 478666 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1050 (13.588 min): BF087155.D (-1047) (-) m/z 43.05 100.00%
43.0
83.1
5000
AR BRI SRR S
139.2 13.20 13.40 13.60 13.80 14.00
Obrrr el lor1 2081 m/z 57.05 94.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 AR BRI SRR S
29.0 13.20 13.40 13.60 13.80 14.000
195.0 m/z 55.05 92.43%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41,0
83.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 65.33%
111.0
139.0 168.0 266.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #106400: 3-Eicosene, (E)- S AR REE LTI s e
13.20 13.40 13.60 13.80 14.00
m/z 41.10 62.51%

-

5000
111.0

:

139.0 167.0 196.0 224.0 252.0 280.0
= e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051816\
Data File : BF087155.D

Acq On : 18 May 2016 20:45

Operator : UM/SJ

Sample - H3143-27

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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]
2-Pentanone, 4-hy... 4.70 8.4 ng 369884 1 6.58 875911 20.0
unknown6 .35 6.35 70.0 ng 3065770 1 6.58 875911 20.0
Hexadecane 10.06 2.0 ng 133176 3 9.61 1317330 20.0
1-Docosene 13.59 8.4 ng 478666 5 13.71 1133920 20.0
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