LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\

Data File : BG028821.D

Aca On : 19 Sep 2017 8:20 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
a?zgle ; 15265-19 R p
ALS Vial : 29 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 G\METHODS\8270-BG091217.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 5.392 302 307 314 rBV 66931 105290 3.32% 0.688%
2 5.856 378 386 400 rBV 625997 1051293 33.17% 6.871%
3 7.442 647 656 669 rBV 644541 1180000 37.23% 7.712%
4 7.824 712 721 733 rVB 626861 1098803 34.67% 7.181%
5 8.288 793 800 807 rBV2 119210 205825 6.49% 1.345%

8.611 849 855 863 rVvB 378048 671471 21.18% 4 _.388%
9.457 992 999 1008 rBV 376367 685200 21.62% 4._.478%
11.108 1273 1280 1288 rBV 160811 299090 9.44% 1.955%
13.529 1683 1692 1703 rBVY 939994 1532510 48.35% 10.016%
14.346 1825 1831 1837 rBV 152647 231054 7.29% 1.510%

=
QO ~NO®

11 14.910 1920 1927 1936 rBvV2 279253 478782 15.11% 3.129%
12 16.396 2173 2180 2195 rBV 1088108 1787346 56.39% 11.681%
13 17.660 2387 2395 2406 rBV2 444934 708619 22.36% 4.631%
14 18.512 2535 2540 2550 rBV2 95665 156628 4.94% 1.024%
15 19.769 2750 2754 2760 rBV3 42267 63370 2.00% 0.414%

16 20.245 2829 2835 2845 rBV 2267065 3169575 100.00% 20.715%
17 21.561 3053 3059 3070 rBV2 64544 155013 4_.89% 1.013%
18 21.984 3123 3131 3145 rVB 440823 808393 25.50% 5.283%

19 22.854 3274 3279 3285 rVB9 20781 41355 1.30% 0.270%

20 23.506 3384 3390 3396 rBVS 21340 44614 1.41% 0.292%

21 25.451 3710 3721 3734 rBV3 254786 781113 24.64% 5.105%

22 25.950 3796 3806 3813 rBV3 14126 45575 1.44% 0.298%
Sum of corrected areas: 15300919
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA G\DATA\BG091817\
: BG028821.D

: 19 Sep 2017 8:20

: SJ/JU

: 15265-19

129 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG028821.D

5.86 7.44 7.82

8.61 9.46

11.11
539 8.29

0
Time-->

9.50 10.00 10.50 11.00 1150 1200 1250 1300

4.00 4.50 500 5.50 600

6.50 700

750 800 8.50 900

Abundance

2000000

1500000

1000000

500000

TIC: BG028821.D

2024

16.40
13.53

17.66 21.98

14.91

14.35

18.51 21.56

19.77

A
=TT

22.8

0
Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2000000

1500000

1000000

500000

TIC: BG028821.D

25.45

23.51 / \ 25.95

Time--> 23.

00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028821.D

Aca On : 19 Sep 2017 8:20

Operator : SJ/JU

Sample : 15265-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.39 10.23 ng 105290 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 3-Pentanol 88 C5H120 000584-02-1 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 307 (5.392 min): BG028821.D (-302) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
) | 83.0 | 162.7 5.00 5.20 5.40 5.60 5.80
“w““v“W““M“W“LP“W““V“W““V“W““v“'““V“W““v“w' m/z 59.10 70.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R AL LN IR
59.0 500 520 540 560 5.80
m/z 101.10 20.00%
210 gzo 1010
mz-> 10 20 % 40 % 65 70 8 0 100 110 130 130 140 150 160 "
Abundance
43.0
500 520 540 560 580
5000 m/z 58.10 16.17%
15.0 110 101.0
29.0 56.0 86.0
wﬁmmﬁwﬁwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2090: 3-Pentanol
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 9.14%
5000 31.0
15.0 450 | 87.0
m/z--> 10 20 30 40 5'0 60 70 80 90 100 110120 130 140 150 160 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028821.D

Aca On : 19 Sep 2017 8:20

Operator : SJ/JU

Sample : 15265-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown7.82 Concentration Rank 1

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

7.82 106.77 ng 1098800 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 720 (7.818 min): BG028821.D (-712) (-) m/z 132.10 100.00%
13%.1
5000 68.1
401 541 ‘ % 7.40 7.60 7.80 8.00 8.20
..,....,....,....,“.'...,!!..,:.'.'.| ..':~.,f.‘?.9,...|.,.196.,9....,...., berrr | | m/Z 68.10  47.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RN MRS R
7.40 7.60 7.80 8.00 8.20
310 510 m/z 66.10 32.08%
‘ | P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.10 31.46%
33.0 44.0 105.0
56.0 700 86.0
wmmmwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- T ERAmEEEETE L
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 20.39%
5000
150 280 39.0 520 30 770 900 1040 .,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028821.D

Aca On : 19 Sep 2017 8:20

Operator : SJ/JU

Sample : 15265-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.51 4.42 ng 156628 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 _alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2540 (18.512 min): BG028821.D (-2535) (-) m/z 73.10 100.00%

73.1

5000

18.20 18.40 18.60 18.80
m/z 60.10 80.53%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.20 18.40 18.60 18.80
0
1710 213.0 256.0 m/z 43.10 71.84%
R O O A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73.0
18.20 18.40 18.60 18.80
5000 129.0 m/z 55.10 70.25%
29.0 171.0
214.0
L e o o o B LN B e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95854: Pentadecanoic acid
43.0 18.20 18.40 18.60 18.80
m/z 57.20 65.62%
5000
20 129.0 242.0
) 199.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028821.D

Aca On : 19 Sep 2017 8:20

Operator : SJ/JU

Sample : 15265-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Acetic acid, chloro-, octad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.56 3.84 ng 155013 Chrysene-di12 21.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 91
2 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI303 1000314-56-2 91
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 91
4 Carbonic acid. tetradecvl 2.2.2-... 388 C17H31CI1303 1000314-56-0 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 90
Abundance Scan 3059 (21.561 min): BG028821.D (-3053) (-) m/z 55.05 100.00%

5000

21.20 21.40 21.60 21.80
m/z 57.10 93.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #181284: Acetic acid, chloro-, octadecy! ester

5000
21.20 21.40 21.60 21.80

m/z 69.10 82.09%

29.0‘
IIII‘IIIIII T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

140.0 1690 207.0  250.0 297.0

55.0 83.0

21.20 21.40 21.60 21.80
5000 111.0 m/z 43.10 77 .08%

29.0
140.0 168.0 196.0 924.0

WWWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #159656: Acetic acid, chloro-, hexadecy! ester R Ba s M S
21.20 21.40 21.60 21.80

m/z 83.10 72.97%

5000

125.0
1540 196.02240 g9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091817\
Data File : BG028821.D

Acq On : 19 Sep 2017 8:20

Operator : SJ/JU

Sample - 15265-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
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]
2-Pentanone, 4-hy... 5.39 10.2 ng 105290 1 8.29 205825 20.0
unknown? .82 7.82 106.8 ng 1098800 1 8.29 205825 20.0
n-Hexadecanoic acid 18.51 4.4 ng 156628 4 17.66 708619 20.0
Acetic acid, chlo... 21.56 3.8 ng 155013 5 21.98 808393 20.0
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