LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110718\
Data File : BG037862.D

Aca On : 7 Nov 2018 12:51

Operator : JU/SJ

Sample = J5820-05

Misc :

ALS Vial : 7 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.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 5.174 315 321 329 rBV 39732 68639 2.01% 0.388%
2 5.632 392 399 408 rBV 384139 649307 19.00% 3.671%
3 7.236 662 672 685 rBV2 265092 539875 15.80% 3.053%
4 7.618 730 737 752 rBV 704076 1255544 36.74% 7 .099%
5 8.094 810 818 827 rBV 184459 321559 9.41% 1.818%

8.417 865 873 884 rBV 631111 1143431 33.46% 6.465%
9.269 1010 1018 1030 rBV 555624 1040460 30.45% 5.883%
10.914 1289 1298 1309 rVB 269344 509764 14.92% 2.882%
13.346 1704 1712 1721 rBV 1618085 2619891 76.67% 14.814%
14.169 1846 1852 1859 rBV 58817 88679 2.60% 0.501%

=
QO ~NO®

11 14.727 1939 1947 1955 rBV2 467483 773521 22.64% 4._374%
12 16.214 2193 2200 2214 rBV 1111634 1771841 51.85% 10.019%
13 17.477 2408 2415 2430 rBV 566075 911861 26.68% 5.156%
14 18.329 2554 2560 2567 rBV2 48927 73492 2.15% 0.416%
15 20.074 2851 2857 2870 rBV 2540176 3417139 100.00% 19.322%

16 21.760 3136 3144 3162 rBV 475555 919149 26.90% 5.197%
17 21.907 3165 3169 3175 rVB3 32259 52787 1.54% 0.298%
18 22.530 3269 3275 3281 rVB2 51574 88124 2.58% 0.498%
19 23.235 3388 3395 3407 rVB 73111 151948 4._.45% 0.859%
20 24.063 3528 3536 3547 rVB2 78375 191012 5.59% 1.080%

21 25.085 3693 3710 3726 rBV3 179488 881901 25.81% 4_987%
22 26.196 3892 3899 3908 rVB2 45117 130040 3.81% 0.735%
23 27.594 4130 4137 4151 rVB5 23325 85296 2.50% 0.482%

Sum of corrected areas: 17685260
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\

BG037862.D
7 Nov 2018 12:51
JussJ
J5820-05
7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG037862.D

7.62
8.42 927
5.63
7.24 8.09

5.17
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Time--> 3.50
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2500000

2000000

1500000
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0

TIC: BG037862.D

13.35

16.21

17.48
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18.33
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20,07

21.76

22.53

1.91

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
2500000

2000000

1500000

1000000

500000

23.

TIC: BG037862.D

25.09

23 26.20

24.06
. 27,59

0l

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:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037862.D

Aca On : 7 Nov 2018 12:51

Operator : JU/SJ

Sample = J5820-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 4

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

5.17 4.27 ng 68639 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Guanidine 59 CH5N3 000113-00-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 320 (5.168 min): BG037862.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 450 500 520 540 560
o...,....,....,....','::..,..-:~I,....,7.3:9.,8.3.'9.,...:,|....,....,....1,:”.2]'?‘.,. m/z 59.00 57.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L IR LALULE I
59.0 480 500 5.20 540 5.60
m/z 101.00 20.65%
31.0 g30 1010
0“'P'“I””Wh””#'”l”:W'”W'“'P““I”'Wh“'P'“I”'W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 280 500 520 540 S0
5000 m/z 58.00 18.90%
29.0 101.0
0 150 | | 730 850
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #257: Guanidine A B B
430 590 480 5.00 520 5.40 5.60
m/z 39.00 7.26%
5000
28.0
O T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037862.D

Aca On : 7 Nov 2018 12:51

Operator : JU/SJ

Sample = J5820-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 78.09 ng 1255540 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 737 (7.618 min): BG037862.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
%0 0 o P50 T T 7R 8bo
0 B e L m/z 68.00 41.67%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IR L

7.20 7.40 7.60 7.80 8.00
m/z 133.90 32.76%

31.0 510
o..|..",!.|!.,.!~.-.|,....,.~|...,.. e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
A RRERE B s
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 28.06%
41.0 97.0
m/z--> 0 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil LN ey
132.0 720 740 760 780 800
m/z 69.00 15.79%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
e e e e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037862.D

Aca On : 7 Nov 2018 12:51

Operator : JU/SJ

Sample = J5820-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.23 3.31 ng 151948 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3394 (23.229 min): BG037862.D (-3388) (-) m/z 57.00 100.00%
57.0
5000 /\
99.0 55100 23120 2340 2360
141.1 : - : :
ol DALy 24 1832 2251 2830 sa0s T T TG a0,
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AR AR AR DAL
23.00 23.20 23.40 23.60
m/z 43.05 58.57%
. 27,}0|‘ 1290 1410 1830 250 2820
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #175557: Tetracosane
57.0
23.00 23.20 23.40 23.60
5000 m/z 85.00 47 .36%
99.0
0 2@0‘ ] i J , 1410 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #209566: Octacosane
57.0 23.00 23.20 23.40 23.60
m/z 41.00 21.07%
5000
99.0
0 27,0 ] | |y, 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350 ' 23b0 2350 2540 23%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037862.D

Aca On : 7 Nov 2018 12:51

Operator : JU/SJ

Sample = J5820-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Hexatriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24 .06 4.33 ng 191012 Perylene-d12 25.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90

Abundance Scan 3535 (24.057 min): BG037862.D (-3528) (-) m/z 57.00 100.00%

57.0

—

5000
20 23.80 24.00 24.20 24.40
141.0183.1 : : : :
0....,....‘l,.‘l.J.f,‘...'.,...2.5,3.'0...,...:.35,4.'?..,....,....,.. m/z 42.95 56.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
5000

23.80 24.00 24.20 24.40
m/z 71.00 55.47%

o 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209565: Octacosane

a1
=l
o

23.80 24.00 24.20 24.40

5000 m/z 85.00 46.56%
9.0
o bl 01802250 210 sro swmo
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0 23.80 24.00 24.20 24.40

m/z 55.00 25.20%

5000

o
a1
o

| 2101600 2250 295.0337.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037862.D

Aca On : 7 Nov 2018 12:51

Operator : JU/SJ

Sample = J5820-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 6 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.20 2.95 ng 130040 Perylene-d12 25.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 80
5 Heptadecane 240 C17H36 000629-78-7 74
Abundance Scan 3900 (26.202 min): BG037862.D (-3892) (-) m/z 57.00 100.00%
57.0
5000 85.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
127.1155.1183.1 340.9 25.80 26.00 26.20 26.40 26.60
ol B b CTAAIEIL 2499 2819 9D m/z 71.00 57.99%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000
25.80 26.00 26.20 26.40 26.60
m/z 43.00 49 .80%
290\ 113.0941 9
N ] I J | [*9169.0197.0225.0253.0  296.0
m/z--> §o 160 150 260 250 360 3éo
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
25,80 26.00 26.20 26.40 26.60
5000 m/z 85.00 43.92%
85.0
290\ 113.0
N ‘ L | 410 18302110 253.0282.0
m/z--> §0 160 150 260 2éo 360 3éo
Abundance #175557: Tetracosane
57.0 25.80 26.00 26.20 26.40 26.60
m/z 55.00 24 .98%
5000 85.0
29.0
0 J‘L|‘f$%@mwMWM%mmmmmww%0
m/z--> §o 160 150 200 2éo 300 3éo 25.80 2&00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110718\
Data File : BG037862.D

Acq On : 7 Nov 2018 12:51

Operator : JU/SJ

Sample - J5820-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.17 4.3 ng 68639 1 8.09 321559 20.0
unknown7 .62 7.62 78.1 ng 1255540 1 8.09 321559 20.0
Eicosane 23.23 3.3 ng 151948 5 21.76 919149 20.0
Hexatriacontane 24_06 4.3 ng 191012 6 25.09 881901 20.0
Heneicosane 26.20 3.0 ng 130040 6 25.09 881901 20.0
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