LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 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-BG102119.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 3.199 13 19 33 rvB 98130 200096 7.82% 1.301%
2 5.132 341 348 358 rBV 114365 191249 7.48% 1.243%
3 5.614 422 430 445 rBV 532592 971458 37.99% 6.316%
4 7.206 693 701 716 rBV 580798 1106048 43.25% 7.191%
5 7.565 753 762 783 rBV 615132 1114751 43.59% 7.247%
6 8.023 833 840 848 rBV 151868 266908 10.44% 1.735%
7 8.346 887 895 908 rBV 450796 819717 32.05% 5.329%
8 9.186 1029 1038 1056 rBv2 306216 643004 25.14% 4.180%
9 10.826 1310 1317 1328 rBV 160954 337080 13.18% 2.191%
10 13.276 1727 1734 1747 rBV 929463 1563892 61.15% 10.167%

11 14.104 1868 1875 1884 rBV 60390 114526 4.48% 0.745%
12 14.651 1961 1968 1983 rBV2 300468 507262 19.84% 3.298%
13 16.137 2214 2221 2240 rBV 798037 1418555 55.47% 9.222%
14 17.394 2427 2435 2452 rBV 371903 639968 25.03% 4.161%

15 17.518 2452 2456 2464 rVB6 13237 25795 1.01% 0.168%
16 18.282 2582 2586 2601 rBV3 74098 145126 5.67% 0.944%
17 19.445 2779 2784 2789 rBV 20248 34894 1.36% 0.227%
18 19.809 2842 2846 2851 rVB3 21214 32232 1.26% 0.210%
19 20.003 2873 2879 2896 rBV 1836569 2557290 100.00% 16.626%
20 20.479 2956 2960 2965 rBV5 19988 32878 1.29% 0.214%

21 20.649 2981 2989 2993 rBV 92880 137692 5.38% 0.895%
22 20.696 2993 2997 3003 rVB9 16896 35434 1.39% 0.230%
23 21.307 3096 3101 3111 rBV3 87220 220277 8.61% 1.432%
24 21.660 3154 3161 3168 rBV 438433 801472 31.34% 5.211%

25 21.848 3189 3193 3202 rVB 37676 58321 2.28% 0.379%
26 22.453 3291 3296 3300 rBV2 53571 80651 3.15% 0.524%
27 23.135 3407 3412 3423 rVB 51551 95486 3.73% 0.621%
28 23.329 3441 3445 3452 rVB2 37675 69733 2.73% 0.453%

29 23.934 3542 3548 3556 rVB4 52943 118422 4.63% 0.770%
30 24.862 3695 3706 3720 rBV2 317985 935650 36.59% 6.083%

31 25.984 3889 3897 3907 rBV7 36524 105642 4._.13% 0.687%

Sum of corrected areas: 15381509
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG043442.D

1500000

1000000

7.56
5.61 7.21
500000 8.35

3.20 5.13 8.02 10.83

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG043442.D

20.00

1500000

10000001 13.28

16.14

500000

20.65  21.31
20.28.70

19.4419.8 1.85 22.45

04
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: BG043442.D

1500000
1000000

500000
24.86

233833 23.93 ‘A 25.98
bAoA A e

e e e e e e e e e e e e e e

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\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.20 14.99 ng 200096 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 19 (3.199 min): BG043442.D (-13) (-) m/z 73.10 100.00%
3
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
bbb e e e 0207 7z 43.10 0 40.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 LN AN AR IR AR U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.05 28.89%
Lozl ]
”'I"'W""P"'I”"I"”I"'W""I”"I'”'I"”
m/z--> 20 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87 LN AN A IR AR U
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 27 .42%
H ‘ 97 112 129 /\
0"'l"'l"' ' U UL UL S DU S S
m/z--> 80 100 120 140 160 180 200
Abundance #1881: Acetamide, N-ethyl- e
30 3.20 3.30 3.40 3.50 3.60
87 m/z 45.10 11.94%
43
5000
0"tl'w'w"'??"'|J"|"“l"'w""l“"l'“'l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 14.33 ng 191249 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 348 (5.132 min): BG043442.D (-341) (-) m/z 43.10 100.00%
43
59
5000
i PP
83 : : - :
o...,....,....,.??.I,'.l:..?.l.-.hl,....,?.3..,.-...,....-,....,....,....,..?.3?.... m/z 59.10 60.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LR UL L
59 480 500 520 540
m/z 101.10 22 .37%
15 31 101
0 | N 50 .| 83 ,
LN AL N AL A RN LR NERRR AN RSN BRSS BURAS BARAN SARN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12814: Dimethadione
i > ISR SRR AR
4.80 5.00 520 5.40
5000 m/z 58.10 18.09%
129
0 o2 m _ 51 || 70 78 86 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethy!| ester
43 4.80 5.00 520 5.40
m/z 41.10 9.70%
57
5000
29 101
b2 | ]l 50|l 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3 unknown7.56 Concentration Rank 1

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

7.56 83.53 ng 1114750 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 761 (7.559 min): BG043442.D (-753) (-) m/z 132.10 100.00%
132
5000 68 j\;
40 ‘ 75 ? 720 7.40 7.60 7.80
103
o..,....,....,...:l'.'.‘.‘?" Ol L e 2l Tm/z 68.10  41.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 TP
7.20 7.40 7.60 7.80
78 m/z 134.00 31.67%
31 44 ‘
0'w'“'w'“J“Jh'L'M'“l“'h'“lw“'w'“l“lw'“'w'“|“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
720 7.40 7.60 7.80
5000 97 m/z 66.10 30.55%
70
31
0 boas o T | |
miz> 10 2% 30 40 50 60 75 80 90 100 110 130 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132 7.20 7.40 7.60 7.80

m/z 69.10 19.04%

5000
63
15 27 39 82 W 77 92 104 44 ]
SN L D N | TN Y IS T AN | S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Tridecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.28 4_.54 ng 145126 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tridecanoic acid

2 n-Hexadecanoic acid
3 n-Decanoic acid

4 Octadecanoic acid

5 Tetradecanoic acid

214 C13H2602
256 C16H3202
172 C10H2002
284 C18H3602
228 C14H2802

000638-53-9 91
000057-10-3 90
000334-48-5 64
000057-11-4 58
000544-63-8 55

Abundance Scan 2586 (18.282 min): BG043442.D (-2582) (-)
5000
04
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid
7
43
5000 129
171
97 214
0 2 | 4 L h\ " |1§? n 1197 l
—h—fy [ o e e S B e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43 78
5000 256
129
97 \ 157 1gs 283
SET | F BT i =T A
m/z--> 50 100 150 200 250 300 350
Abundance #39474: n-Decanoic acid
73
129
5000
43
101
ol ..,ylﬁ.,=\... e
m/z--> 50 100 150 200 250 300 350

m/z 60.10 100.00%

18.00 18.20 18.40 18.60

m/z 73.10 99.25%

18.00 18.20 18.40 18.60

m/z 43.10 86 .95%

18.00 18.20 18.40 18.60

m/z 57.10 82.76%

18.00 18.20 18.40 18.60

m/z 41.10 75.21%

18.00 18.20 18.40 18.60

8270-BG102119.M Fri Nov

01 16:50:02 2019

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.65 3.44 ng 137692 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 95
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 328 C22H3202 015340-82-6 43
3 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 30
4 Oxazole. 2-(l1-naphthalenvl)-5-ph... 271 C19H13NO 000846-63-9 25
5 Dihydronormorphinone 271 C16H17NO3 014696-23-2 25

Abundance Scan 2989 (20.649 min): BG043442.D (-2981) (-) m/z 271.20 100.00%

175 21

5000

o

20.40 20.60 20.80 21.00

313332 355
0 P m/z 175.10 84.21%
m/z--> 50 100 150 200 250 300 350
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...

271
175

-

5000 201

20.40 20.60 20.80 21.00
m/z 201.10 58.15%

229
0 -
m/z--> 200 250 300 350
Abundance #167984: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
20.40 20.60 20.80 21.00
5000 m/z 189.10 35.37%
175
43 9 201 308
18 o1 | 91 115 1‘\151 | t \243 { l
o AWl VYY) S SN NS S SEENED S
m/z--> 50 100 150 200 250 300 350
Abundance #120153: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-0x0-2,...
201 271 20.40 20.60 20.80 21.00
m/z 286.20 29.76%
5000
1
173
39 63 143
0 PR R I‘L ﬁ \‘\JI\ ||2|24|.2|43|{|||||||||
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\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 7 1-Eicosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.31 5.50 ng 220277 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 97
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Tetracosyl trifluoroacetate 450 C26H49F302 1000351-76-4 90
Abundance Scan 3101 (21.307 min): BG043442.D (-3096) (-) m/z 57.10 100.00%
57
97
5000
1o 207 21,00 21.20 21.40 21.60
155 1837 231253 281 429 : - :
P | o569 3% m/z 43.10 88.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127767: 1-Eicosene
43
5000 111 21,00 21.20 21.40 21.60
280 m/z 55.10 70.17%
139
oAb gL, e 202
m/z--> 5 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83 LA BRI UG
21.00 21.20 21.40 21.60
5000 m/z 97.10 62 .38%
29 111
o1l J I} | [339 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #127770: 9-Eicosene, (E)-
87 83 21.00 21.20 21.40 21.60
m/z 69.10 59.08%
5000
29 111
N L J | | 1139 168 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 8 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.45 2.01 ng 80651 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 Eicosane 282 C20H42 000112-95-8 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
Abundance Scan 3295 (22.447 min): BG043442.D (-3291) (-) m/z 57.10 100.00%
57
5000 85
13155 165004 29555 070302 375 3t " 22'20 25,40 72160 2280
ol b bl L h, 002082204 (/203 270007306 381 430 110 63.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
5000

22.20 22.40 22.60 22.80
m/z 43.10 56.63%

113 141 169 197 995 254

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
R R IBEEEEEE S E s
85 22.20 22.40 22.60 22.80
5000 m/z 85.10 42 .91%
29
L M3 041 160 197 240
ottt et
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57 22.20 22.40 22.60 22.80
m/z 41.10 22.75%
5000 85
29
o | ) M3 141 169 197 225 p53 282
et e A e e e e e R N EEEE S s E R
m/z--> 50 100 150 200 250 300 350 400 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 9 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.13 2.38 ng 95486 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eilcosane 282 C20H42 000112-95-8 95
3 Octadecane 254 C18H38 000593-45-3 94
4 Hexacosane 366 C26H54 000630-01-3 90
5 5,5-Dibutylnonane 240 C17H36 006008-17-9 90
Abundance Scan 3411 (23.129 min): BG043442.D (-3407) (-) m/z 57.10 100.00%
57
e /\—’Wj\vw
3 197 293241 205 nmmmmmmm
o i 293 m/z 71.05 62.10%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 AUV BAREE
22. 80 23. 00 23. 20 23.40
29 m/z 43.05 57.17%
ob L 13 100 aor 2o 25 26
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85 22.80 23.00 23.20 23.40
5000 m/z 85.10 43 .89%
oL T ‘ I \ | 1%t 169 197 225 53 282
m/z--> éo 100 150 260 2%0 300 3éo
Abundance #105885: Octadecane
57 22.80 23.00 23.20 23.40
m/z 41.05 27 .79%
5000 85
29
0 \J I ' || u‘ 1:}3 I 14\.1 169 197 225 254
m/z--> éo 160 150 200 250 300 3éo 2280 2300 2320 2340 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 10 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.93 2.53 ng 118422 Perylene-di12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 3547 (23.928 min): BG043442.D (-3542) (-) m/z 57.10 100.00%
57
5000
85
13 207 23.60 23.80 24.00 24.20
149447 226 248268 328
ol 20 L ) 3007 1, 220248268 201 328950 m/z 71.10 66.05%
m/z--> 50 100 150 200 250 300 350
Abundance #175556: Tetracosane
57
85
5000
23.60 23.80 24.00 24.20
29 m/z 43.10 52.50%
0 II fiiA .I| ‘i I 1:|I|-3 i 4 i 1§9 L 1?7 n 22.5 ) 25.3 281 309 33L8
m/z--> 55 160 150 200 250 300 3éo
Abundance #129490: Eicosane
57
85 23.60 23.80 24.00 24.20
5000 m/z 85.15 35.52%
29 113 141
oL “. i I‘i' ‘J.‘ |‘| ; JI II{ ; A‘I Ii I Il(‘)tgl‘ ?'97| 2|2§ |253| |2§2| T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 23.60 23.80 24.00 24.20
m/z 41.10 21.66%
5000 85
. 29 j Iy M3, 141 160 197 225 253 295 323 367
m/z--> 5'0 1(')0 150 200 25'30 3(')0 3&'30 23.|60 23.|80 24.'00 24.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043442.D

Aca On : 31 Oct 2019 20:20

Operator :© JU

Sample : K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 11 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.98 2.26 ng 105642 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 62
2 Hentriacontane 437 C31H64 000630-04-6 62
3 Tricosane 324 C23H48 000638-67-5 62
4 Eicosane 282 C20H42 000112-95-8 62
5 Hexadecane 226 C16H34 000544-76-3 60
Abundance Scan 3896 (25.978 min): BG043442.D (-3889) (-) m/z 57.10 100.00%
57
85
5000
|113 147160 207 o o6a 207 325 356 25.60 25.80 26.00 26.20
[o) M Ill i} IIj i || |IIL||||‘I||||||I LI |n||| iy 1l |II . |I ||II||I —— |4:]'-|5| — m/z 71_10 72_22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane

5000

25.60 25.80 26.00 26.20
m/z 43.10 64 .41%

211 239 267 295 323 352

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
B BN M e
25.60 25.80 26.00 26.20
5000 85 m/z 85.15 58.55%
113 141 169
o 1L 7,142 169 197 225 253 281 309 337 365 437
B I o o e L o o e e e I L B a i
m/z--> 50 100 150 200 250 300 350 400
Abundance #164579: Tricosane
57 25.60 25.80 26.00 26.20
m/z 55.05 29.96%
5000 85
113
2L 19 167 2 e
...,....,....,... O L e e B A e o o o o o | T
m/z--> 50 100 150 200 250 300 350 400 25 60 25 80 26. 00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG103119\
Data File : BG043442.D

Acq On : 31 Oct 2019 20:20

Operator : JU

Sample - K5615-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.20 15.0 ng 200096 1 8.02 266908 20.0
2-Pentanone, 4-hy... 5.13 14.3 ng 191249 1 8.02 266908 20.0
unknown7 .56 7.56 83.5 ng 1114750 1 8.02 266908 20.0
Tridecanoic acid 18.28 4.5 ng 145126 4 17.39 639968 20.0
2-Phenanthrenol, ... 20.65 3.4 ng 137692 5 21.66 801472 20.0
1-Eicosene 21.31 5.5 ng 220277 5 21.66 801472 20.0
Octadecane 22.45 2.0 ng 80651 5 21.66 801472 20.0
Heneicosane 23.13 2.4 ng 95486 5 21.66 801472 20.0
Tetracosane 23.93 2.5 ng 118422 6 24.86 935650 20.0
Pentacosane 25.98 2.3 ng 105642 6 24.86 935650 20.0
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