LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample : K6449-09

Misc :

ALS Vial : 14 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-BG123019.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 3.148 5 10 30 rvB 2118162 3231537 36.63% 4.932%
2 5.069 331 337 344 rBV 365880 555313 6.30% 0.848%
3 5.539 409 417 428 rBV 1798290 2833479 32.12% 4.324%
4 6.978 647 662 672 rBV 92308 208849 2.37% 0.319%
5 7.125 680 687 702 rVB 1314750 2374449 26.92% 3.624%
6 7.495 742 750 758 rBVY 2762883 4848241 54.96% 7.399%
7 7.965 822 830 838 rBV 495578 872311 9.89% 1.331%
8 8.289 876 885 899 rBY 2000370 3534887 40.07% 5.395%
9 9.064 1008 1017 1019 rBV 72293 114722 1.30% 0.175%
10 9.117 1019 1026 1034 rVB 1741635 3155711 35.77% 4.816%

11 10.762 1298 1306 1313 rBV 740307 1334553 15.13% 2.037%
12 11.567 1433 1443 1448 rBV3 94173 201138 2.28% 0.307%
13 13.218 1717 1724 1731 rBV 4286151 6889571 78.10% 10.515%
14 13.500 1767 1772 1776 rBv2 118988 187433 2.12% 0.286%
15 14.041 1859 1864 1875 rBV 364289 575780 6.53% 0.879%

16 14.417 1924 1928 1936 rVB 149673 247252 2.80% 0.377%
17 14.593 1952 1958 1967 rVB 1185719 1867440 21.17% 2.850%
18 15.251 2067 2070 2075 rVvB2 152727 204735 2.32% 0.312%
19 16.079 2205 2211 2219 rBV 3660090 5481273 62.14% 8.366%
20 17.108 2383 2386 2390 rVB 195252 239256 2.71% 0.365%

21 17.337 2420 2425 2431 rVB 1291206 1974272 22.38% 3.013%
22 18.259 2577 2582 2588 rBV 1607790 2377877 26.96% 3.629%
23 19.523 2794 2797 2805 rVB 969171 1394858 15.81% 2.129%
24 19.957 2865 2871 2876 rVB 6512444 8821449 100.00% 13.463%
25 20.768 3006 3009 3019 rVB 513895 629275 7.13% 0.960%

26 21.262 3089 3093 3105 rVB2 1508927 2358824 26.74% 3.600%
27 21.591 3144 3149 3156 rVB 1316188 2075032 23.52% 3.167%
28 21.808 3183 3186 3192 rVB 369974 523091 5.93% 0.798%
29 22.407 3284 3288 3299 rVB2 455420 808058 9.16% 1.233%
30 23.089 3399 3404 3412 rVB 489151 861633 9.77% 1.315%

31 23.876 3533 3538 3546 rVB 453547 926185 10.50% 1.414%
32 24.722 3674 3682 3690 rBV 735938 1990601 22.57% 3.038%
33 24.810 3691 3697 3706 rVB2 413529 995545 11.29% 1.519%
34 25.909 3877 3884 3895 rVB2 286464 827466 9.38% 1.263%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample : K6449-09

Misc :

ALS Vial : 14 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 65522096
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043900.D
7000000
6000000
5000000
4000000

3000000 7.50

.15

2000000 5.54 8.29 9.12
7.13

1000000 10.76

7.97
5.07 6.9 a6 f[ 11 57

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043900.D

19.96
7000000

6000000

5000000

13.22
16.08
4000000

3000000
19.52

2000000

14.59

14.04 15.25
13.50 14-{A_~__~J

O i o B o e o LA e e o o LA e e o O LA B o e

Time--> 13.00 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 TIC: BG043900.D

1000000

7000000
6000000
5000000
4000000
3000000

2000000

24.72

23.09
23.88
1000000 .81 25 91

}W.._‘ A
Ol T T e T T T T T T T T T T T

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\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.15 74.09 ng 3231540 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 10 (3.148 min): BG043900.D (-5) (-) m/z 73.10 100.00%
7B b
5000 43
3.20 3.30 3.40 3.50 3.60
0 O AT 269 331 m/z 43.10 39.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAS AR UL UL IR R
43 3.20 3.30 3.40 3.50 3.60
m/z 87.10 28.06%
Ol 28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 26.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 13.52%
5000 87
0""I"l"'l"'§I9"l'l"" IR R B S SR DR DA B S B A B IR RN A A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.07 12.73 ng 555313 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
3 1.2-Butanediol 90 C4H1002 000584-03-2 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 337 (5.069 min): BG043900.D (-331) (-) m/z 43.10 100.00%
43
59
5000
T ik 5b0 520 540
73 - - -
Ol et ...'-|,...-.,5?5...-,|.... e 2o || m/z 59.10  55.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R UL I
59 480 500 520 5.40
m/z 101.10 19.84%
15 4 101
o.HL,Alu;.....”?i..“.....” R e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 50
480 500 520 540
5000 m/z 58.10 14 .57%
o \“ T\‘ [l 13 g7 102
m/z--> 20 40 éo 80 160 120 140 160 180 200 220
Abundance #2294: 1,2-Butanediol R e EAREE s
31 50 480 500 5.20 5.40
m/z 41.05 9.31%
5000
3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 3 Hexanoic acid Concentration Rank 15

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

6.98 4.79 ng 208849 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Octanoic acid 144 C8H1602 000124-07-2 83
3 Pentanoic acid 102 C5H1002 000109-52-4 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 64
5 Heptanoic acid 130 C7H1402 000111-14-8 59

Abundance Scan 662 (6.978 min): BG043900.D (-647) (-) m/z 60.10 100.00%

60
5000
41

87 e e A EREsn
139 267281 660 680 700 720 740

(o} m/z 73.00 50.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8070: Hexanoic acid
60
5000 41

27 6.60 6.80 7.00 7.20 7.40
m/z 41.05 34.13%

Ll
B N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20837: Octanoic acid

60

6.60 6.80 7.00 7.20 7.40

o

5000 43 m/z 43.10 18.95%
101
85
29 | ‘ 115

L A N .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4247: Pentanoic acid R e e e A
60 660 680 700 720 740

m/z 55.10 18.44%

5000
27 41 4
4 101
0...,JL.UW.J“M..M,.”.,....“...,.”.,........ e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 unknown7.50 Concentration Rank 1

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

7.50 111.16 ng 4848240 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 1-Isoauinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 751 (7.501 min): BG043900.D (-742) (-) m/z 132.00 100.00%
132
5000 68

7.20 7.40 7.60 7.80

207221

01 m/z 68.10 44 _99Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 TTT [T I T T[Tt [rrrr[rrrr)
7.20 7.40 7.60 7.80
105 m/z 134.00 36.51%
| 51, 70 g6
) B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R e EEEmEE ]
7.20 7.40 7.60 7.80
5000 67 m/z 66.05 27.93%
97
‘ ‘ 117
0,”."LAHUH.PH.P.J“.W,””,”..”...”..”..”.“.”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53851: 1-Isoquinolinemethanol, .alpha.-ethyl-1,2,3,4-tetr.. e
132 7.20 7.40 7.60 7.80

m/z 69.05 17.91%

5000

31 51 7ot 118 || 146159173 190

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 6 Benzenemethanol, .alpha.,.a... Concentration Rank 18

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

9.06 2.63 ng 114722 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha...alpha.... 136 C9H120 000617-94-7 80
2 Benzene. (l-methoxvethvl)- 136 C9H120 004013-34-7 72
3 Benzenamine. 2.4-dimethvl- 121 C8H11N 000095-68-1 64
4 dl-2-Phenvl-1.2-propanediol 152 C9H1202 004217-66-7 64
5 _alpha.-Ethyl-_alpha.-methylbenz... 150 C10H140 001565-75-9 59

Abundance Scan 1016 (9.058 min): BG043900.D (-1008) (-) m/z 43.10 100.00%
43
121
5000
880 9.00 9.20 9.40
Ob m/z 121.10 76 .15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16539: Benzenemethanol, .alpha.,.alpha.-dimethyl-
43 121
5000 U A L L L
8.80 9.00 9.20 9.40
77 103 m/z 77.10 16.36%
91
”:II'.8II.I3EI'IIIHI|: .5'i9'.'...||‘|..|..|‘|.‘. .|.|'|. .:.L:??....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16442: Benzene, (1-methoxyethyl)-
121
8.80 9.00 9.20 9.40
5000 m/z 78.10 12.21%
105
77
0 27 39\ ﬂl 63 ‘n 9\1 H“ \ 1%36
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9621: Benzenamine, 2,4-dimethyl- R RE s o e
121 8.80 9.00 9.20 9.40
0
106 m/z 51.10 11.36%
5000
77
B | T
0:::||||||l‘|”‘||||‘|||‘|‘i‘uuu‘uuuu|||||||| — T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 7 Nonanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.57 3.01 ng 201138 Naphthalene-d8 10.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonanoic acid
2 n-Decanoic acid
3 Tridecanoic acid

158 C9H1802
172 C10H2002
214 C13H2602

000112-05-0 83
000334-48-5 59
000638-53-9 59

4 Octanoic acid., silver(l1+) salt 250 C8H15A002 024927-67-1 52
5 Octanoic acid 144 C8H1602 000124-07-2 50
Abundance Scan 1443 (11.567 min): BG043900.D (-1433) (-) m/z 60.00 100.00%
60
41
5000
11.20 11.40 11.60 11.80
143 159
0 m/z 73.10 96.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30180: Nonanoic acid
41
5000
27 11.20 11.40 11.60 11.80
m/z 57.10 62.96%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39471: n-Decanoic acid
60
41 T T
11.20 11.40 11.60 11.80
5000 2 m/z 41.10 61.01%
129
87
115
AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid R R REEEE T
43 73 11.20 11.40 11.60 11.80
m/z 43.10 51.63%
57
5000
29
129 171 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 8 Benzoic acid, p-tert-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.42 2.65 ng 247252 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 93
2 1.3-Benzenedicarboxvlic acid. di... 194 C10H1004 001459-93-4 64
3 Benzene-1.4-dicarboxvlic acid. m... 194 C9H10N203 013188-55-1 64
4 Phthalic acid. 4-fluoro-2-nitrop... 319 C15H10FNO6 1000315-63-4 50
5 Propofol 178 C12H180 002078-54-8 45
Abundance Scan 1929 (14.423 min): BG043900.D (-1924) (-) m/z 163.05 100.00%
163
5000
91 135
178 0 1Aon 14040 14N 1480
41 77 | 115 14.00 14.20 14.40 14.60 14.80
O B i i L 150 L | 197 247 | s T35 05 27.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43766: Benzoic acid, p-tert-butyl-
163
5000 LA A A A
91 135 14.00 14.20 14.40 14.60 14.80
a1 77 178 m/z 91.05 25.22%
27 | 115
o ...|....||.'.'|..|'.'...|I|....|'.'|..I."|....|]'.4:7..| R = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55779: 1,3-Benzenedicarboxylic acid, dimethyl ester
163
14:00 1420 14.40 14.60 14.80
5000 m/z 178.05 13.59%
135
194
76 103
1529 O3 | o1 0 | 149 | 179 |
m/z--> ﬁo Jo éo 80 100 150 140 160 180 200 220 240
Abundance #56910: Benzene-1,4-dicarboxylic acid, monohydrazide, meth... R e o e e Eam
163 14.00 14.20 14.40 14.60 14.80
m/z 164 .05 10.92%
5000
135
76 103 194
o 38063 | o0 | ¥ | 1g | 179 n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 9 unknownl5.25 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.25 2.19 ng 204735 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 35
2 4-Methvl-2-heptene 112 C8H16 003404-56-6 27
3 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 27
4 2-Pentene-1.4-dione., 1-(1.2.2-tr... 208 C13H2002 1000196-77-9 27
5 2-Undecene, 4,5-dimethyl-, [R*,S... 182 C13H26 055170-93-9 25
Abundance Scan 2070 (15.251 min): BG043900.D (-2067) (-) m/z 57.10 100.00%
7 167
5000 AA/J\/\_/\]L,»JW
3 LRI BURBUREE SR L B
15.00 15.20 15.40 15.60
o m/z 167.10 88.32%
m/z--> 50 100 150 200 250 300 350
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69
41
5000 111 R UL BN LN B
15.00 15.20 15. 40 15 60
m/z 69.10 87 .64%
o I. 140
m/z--> 50 1(|)O 150 200 250 300 35|0
Abundance #6661: 4-Methyl-2-heptene
69
a1 " 15.00 15.20 15.40 15.60
5000 m/z 55.10 70.03%
112
OI:I'SI“IIHIA“I\‘ |“|‘|||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #6735 1-Hexene, 3,3—dimethy|— L L L L BB B
69 15.00 15.20 15.40 15.60
m/z 41.10 68.31%
41
5000
97
0.15.“.‘.‘“‘. .M'.‘l.‘... ——— ——— ——— T R
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 10 2-Propanol, 1-chloro-, phos... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.11 2.42 ng 239256 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro-. phosphate... 326 C9H18C1304P 013674-84-5 83
2 Bis(3-chloro-1-propvl)(1-chloro-. 326 C9H18CI1304P 137888-35-8 37
3 Bis(1l-chloro-2-propvl)(3-chloro-. 326 C9H18CI1304P 137909-40-1 27
4 6.7-Dihvdro-5H- benzor1.2.51oxad|--- 277 C13H12CIN302 1000301-36-3 22
5 Cyclopropanecarbohydrazide, 2,2,... 277 C14H19N303 329069-29-6 22
Abundance Scan 2386 (17.108 min): BG043900.D (-2383) (-) m/z 125.00 100.00%
41 99 135
5000 157 201
81 175 277 RN BN SUNRN SRR
57 16.80 17.00 17.20 17.40
233
o i G m/z 99.00 88.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166335: 2-Propanol, 1-chloro-, phosphate (3:1)
99 125
41
5000 157 SRR PR UL SRR
201 277 16.80 17.00 17.20 17.40
77 175 m/z 41.10 87.38%
oL15 57 | | L | 238251 | 293311327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166338: Bis(3-chloro-1-propyl)(1-chloro-2-propyl)phosphate
99
157 16.80 17.00 17.20 17.40
5000 175 m/z 157.00 37 .54%
117
139
77 277
o T ) \‘ L 233231 | 2P83y;
m/z--> 20 40 60 80 100 150 1&0 160 180 200 220 240 260 280 300 320
Abundance #166337: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate T T T T T
99 16.80 17.00 17.20 17.40
125 m/z 201.00 36.91%
157
5000 175 501 277
LL ‘ 233251 ‘2 3
0 \ B0 O - FOOOU | | SO S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 11 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.26 24.09 ng 2377880 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 2582 (18.259 min): BG043900.D (-2577) (-) m/z 73.10 100.00%
43 7B
5
5000 129
97 213 TR
1s 157171185 22824525 2200 18.00 18.20 18.40 18.60
ol 4 4 m/z 43.10 87.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 L B BRI BN B

18.00 18.20 18.40 18.60
m/z 60.05  84.59%

157171

iy

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72647: Tridecanoic acid

E

18.00 18.20 18.40 18.60
m/z 41.10 69.74%

5000

i

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid L B A B
73 18.00 18.20 18.40 18.60
43 m/z 57.10 68.52%
5
5000 129
185 228
AR o S Y (OGRS |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 00 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 12 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.52 13.44 ng 1394860 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 58
Abundance Scan 2797 (19.523 min): BG043900.D (-2794) (-) m/z 73.10 100.00%
7B
5000 129 V,,,ﬁ,ﬁ,,,.\h/\\-~w,~aa/-
97
L 10150 1540 1060 1080
157 213 : : :
0 bt b L SR 1267 | SO18I9 341 Tz 43.10 98.79%
m/z--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
7B
43
129
5000 284 UL SR U SRR
mmmmmmmm
m/z 60.10 82.04%
o2
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid
43 | 7B
19.20 19.40 19,60 19.80
5000 129 m/z 57.10 77.62%
H 97 199 a0
oL, 2% L .»H.I‘IIL dod | | ‘18@ \ 25 e
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid R R ma AR
78 19.20 19.40 19.60 19.80
43 m/z 55.10 70.79%
- i _/\_VJJL—MA
185 228
Wi ™
ol 28l Ly | 20186 | on | S
m/z--> 50 100 150 200 250 300 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 13 Tricosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.77 6.07 ng 629275 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 3009 (20.768 min): BG043900.D (-3006) (-) m/z 57.10 100.00%
57 [
85
5000
13 20.40 20.60 20.80 21.00
141 169
ol 3 I b Tyt 109188 211220 253 281 316337 372 71 10 75.38%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 RS AR U
mmmmmmmm
m/z 43.10 67.47%
113 324
oL 3 ] | .|| e 160 107 239 267 295
m/z--> - "55' - 150 ' 560 ' 250" ' 560" ' ééo"
Abundance #141426: Heneicosane
57
o 20.40 20.60 20.80 21.00
5000 m/z 85.10 53.05%
29 113
oLl ‘ L)L {7,241 169 107 225 253 206
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #83030: Tridecane, 6-propyl- R B AR B
43 20.40 20.60 20.80 21.00
71 m/z 41.10 27.16%
5000 \M*hwv“wﬂvWMJAN*VHN%VWNMNNJ
‘ 99 126 154 183
ol by b g 26 S —
m/z--> 50 100 150 200 250 300 350 20. 40 20. 60 20 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 14 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.26 22.74 ng 2358820 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
Abundance Scan 3093 (21.262 min): BG043900.D (-3089) (-) m/z 57.10 100.00%
7
83
5000 y l 11
RIS BRI SN BRI SUNRE
139 21.00 21.20 21.40 21.60
ol 3 A LAl L7168 210032056280 300 301 a5 T30 g9, 39w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane
55
83
5000 LU SURULN AN B BU
11 21.00 21.20 21.40 21.60
29 m/z 55.10 77.98%
T e aeezo
mz-> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
97 SIS UL B U
21.00 21.20 21.40 21.60
5000 m/z 83.10 77.38%
125
29
Owh@mmmzw 448
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194133: Dichloroacetic acid, heptadecyl ester B B B man s E A
57 83 21.00 21.20 21.40 21.60
m/z 69.10 69.56%
5000 111
29
ol ub b Ll ) ) 239 168 210 238 266 295 M
m/z--> 55 100 1%0 200 250 300 350 400 450 21.00 21.20 21.40 21.60

8270-BG123019.M Mon Jan 06 14:43:07 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 15 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

21.81 5.04 ng 523091 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heneicosane 296 C21H44 000629-94-7 93
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3186 (21.808 min): BG043900.D (-3183) (-) m/z 57.10 100.00%

7

5000

.

21.40 21.60 21.80 22.00 22.20
m/z 71.10 66 .23%

o 153 184213 257 295 344370 401429 475 505

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175558: Tetracosane

a
~

0

a

5000 TTTT LR B TTTT TT
21. 40 21. 60 21. 80 22. 00 22. 20
113 m/z 43.10 61.15%
o0l | | | | | 4169197205 253281 309 338
L o o o B o LA I o o o o O B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
T
85 21.40 21.60 21.80 22.00 22.20
5000 m/z 85.10 46.93%

141169197 225253 296

fisir

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane T
57 21.40 21.60 21.80 22.00 22.20
m/z 41.10 21.83%
5000 85 M\W‘J\N\W
29 113141
o |77 141169197 225 253281309337 380
LA I o e B L e e R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 40 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 16 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22 .41 7.79 ng 808058 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3288 (22.407 min): BG043900.D (-3284) (-) m/z 57.10 100.00%

7

5000

22.00 22.20 22.40 22.60 22.80
m/z 71.10 66.81%

113
141 183211239 281 312 358

o 401 430 475

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
5000 LA L I L L B L L L B

22. OO 22. 20 22. 40 22 60 22. 80
m/z 43.10 63.63%

141 169 197 225 253 296
miz—-> 0 50 100 150 200 250 300 350 400 450

(o]

Abundance #194493: Hexacosane

4

22.00 22.20 22.40 22.60 22.80

5000 85 m/z 85.10 49.60%
29 113
oL 717141169107 225 253 295323 367
LI B e e e BB m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane e
57 22.00 22.20 22.40 22.60 22.80

m/z 41.10 22 .46%

85
5000
29
o ﬁ1}3 141 169 197 225 253 338
I S
mz--> 0 50 100 150 200 250 300 350 400 450 22.00 22.20 22,40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 17 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.09 8.30 ng 861633 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 3404 (23.089 min): BG043900.D (-3399) (-) m/z 57.10 100.00%
57
5000 85 ,~,M~,_M-vj\“~,A~__,~,A
113 | 22.80 23.00 23.20 23.40
141
oL A DKL M a00 207 o5 263300 337 s76a01 a6l 7y 10 73,280
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 USRS UL U SRR
22.80 23.00 23.20 23.40
m/z 43.10 67.99%
29 13,
oL, {141,269 197 225 553 262
m/z--> éo 160 1éo 260 250 360 3%0 460 4%0
Abundance #141433: Pentadecane, 8-hexyl-
48
USRS SN SR B
71 22.80 23.00 23.20 23.40
5000 m/z 85.10 50.85%
99 196
ol k] J | 147155 | 225 252 280
m/z--> éo 160 1éo 260 250 300 3%0 460 4%0
Abundance #194493: Hexacosane RS E S ee et
57 22.80 23.00 23.20 23.40
m/z 41.10 23.31%
- I MWV\//LWW
0?H¢%Wmmmmmw3w
m/z--> éo 160 1éo 260 2%0 360 3%0 460 4%0 22!80 23)00 23)20 23!40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 18 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.88 9.31 ng 926185 Perylene-d12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 3539 (23.882 min): BG043900.D (-3533) (-) m/z 57.10 100.00%

5000

:

23.60 23.80 24.00 24.20
m/z 71.10 72 .13%

o 141 169 197200242 282309 355 389 417

m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane

5

23. 60 23. 80 24 00 24. 20
m/z 43.10 65.73%

5000

29
141 169 197 240

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
R B B e
23.60 23.80 24.00 24.20
5000 g5 m/z 85.10 52.34%
29 113
o ‘j | 0 141 169 197 225 253 281 309 337 365 394
i L o o L B e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane e A AR R RS o
57 23.60 23.80 24.00 24.20
m/z 55.10 22.71%
- ] M\"J\'\/\m
29
. “ | (M3,241 160 197 225 253 205 323 367
L e IR B ML L B A B w B e R B B e
m/z--> 50 100 150 200 250 300 350 400 23. 60 23. 80 24 00 24. 20

8270-BG123019.M Mon Jan 06 14:43:09 2020 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 19 Heptadecane, 9-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .81 10.00 ng 995545 Perylene-d12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3697 (24.810 min): BG043900.D (-3691) (-) m/z 57.10 100.00%

5000 85

:%

24.40 24.60 24.80 25.00 25.20

ﬂlu 1141 169 197 225 267 292315337360 415

o2 b i i 251 202315337360 415 m/z 71.10 66.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000 LA L L L L L L
24. 40 24. 60 24. 80 25. 00 25 20
m/z 43.10 59.90%
99 27 210
0 iyt 155 182 ) 239 267 296 323
R e e T R
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
e A S
24.40 24.60 24.80 25.00 25.20
5000 85 m/z 85.10 47 .19%
113
o Ll 04 160 197 230 067 204 323 352
L L L e e e .
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane T T
57 24.40 24.60 24.80 25.00 25.20
m/z 55.10 22 .04%
-~ 1 WN/\WW\‘,\'
29 113 169
M B N e AN N
m/z--> 50 100 150 200 250 300 350 400 24. 40 24. 60 24. 80 25. 00 25 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043900.D

Aca On : 3 Jan 2020 23:11

Operator :© JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 20 Eicosane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

25.91 8.31 ng 827466 Perylene-d12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 3884 (25.909 min): BG043900.D (-3877) (-) m/z 57.10 100.00%

5000 k/\//\/k

25.60 25.80 26.00 26.20
364 429 503 549 m/z 71.10 68.96%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 LA L L L L L LB L L |

25.60 25.80 26.00 26.20
m/z 43.10 61.37%

141169197225053 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane

%

25.60 25.80 26.00 26.20

5000 m/z 85.10 52.13%
85
29
o ] 113141169197225253282
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83030: Tridecane, 6-propyl- AL Eaan s e e
43 25.60 25.80 26.00 26.20
71 m/z 55.10 22.04%
h JW,JWVV
99126154183
- e SIS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25 60 25. 80 26. OO 26 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010320\
Data File : BG043900.D

Acq On : 3 Jan 2020 23:11

Operator : JU

Sample - K6449-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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]
Butane, 2-methoxy... 3.15 74.1 ng 3231540 1 7.97 872311 20.0
2-Pentanone, 4-hy... 5.07 12.7 ng 555313 1 7.97 872311 20.0
Hexanoic acid 6.98 4.8 ng 208849 1 7.97 872311 20.0
unknown? .50 7.50 111.2 ng 4848240 1 7.97 872311 20.0
Benzenemethanol, ... 9.06 2.6 ng 114722 1 7.97 872311 20.0
Nonanoic acid 11.57 3.0 ng 201138 2 10.76 1334550 20.0
Benzoic acid, p-t... 14.42 2.6 ng 247252 3 14.59 1867440 20.0
unknown15.25 15.25 2.2 ng 204735 3 14.59 1867440 20.0
2-Propanol, 1-chl... 17.11 2.4 ng 239256 4 17.34 1974270 20.0
n-Hexadecanoic acid 18.26 24.1 ng 2377880 4 17.34 1974270 20.0
Octadecanoic acid 19.52 13.4 ng 1394860 5 21.59 2075030 20.0
Tricosane 20.77 6.1 ng 629275 5 21.59 2075030 20.0
Cyclopentadecane 21.26 22.7 ng 2358820 5 21.59 2075030 20.0
Tetracosane 21.81 5.0 ng 523091 5 21.59 2075030 20.0
Heneicosane 22.41 7.8 ng 808058 5 21.59 2075030 20.0
Eicosane 23.09 8.3 ng 861633 5 21.59 2075030 20.0
Heptadecane 23.88 9.3 ng 926185 6 24.72 1990600 20.0
Heptadecane, 9-he... 24.81 10.0 ng 995545 6 24.72 1990600 20.0
Eicosane, 7-hexyl- 25.91 8.3 ng 827466 6 24.72 1990600 20.0
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