LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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 3.164 8 13 26 rvB 356030 665867 35.04% 5.249%
2 5.103 337 343 352 rBV 40975 64079 3.37% 0.505%
3 5.597 420 427 439 rBV 282954 517174 27.21% 4_077%
4 7.201 691 700 717 rBV2 193855 437338 23.01% 3.447%
5 7.548 751 759 775 rBV 519637 953560 50.18% 7.516%
6 8.000 827 836 843 rBV 114644 198974 10.47% 1.568%
7 8.323 883 891 901 rBV 387916 705483 37.12% 5.561%
8 9.163 1027 1034 1052 rBV 295945 608911 32.04% 4 .800%
9 10.808 1306 1314 1332 rBV 130007 270088 14.21% 2.129%
10 13.253 1723 1730 1744 rBV 923793 1516823 79.81% 11.956%

11 14.081 1864 1871 1882 rBV 127446 211766 11.14% 1.669%
12 14.633 1957 1965 1977 rBV 260689 455356 23.96% 3.589%
13 16.126 2212 2219 2233 rBV 812764 1401790 73.76% 11.050%
14 17.377 2425 2432 2446 rBV 328152 549710 28.93% 4 _.333%
15 18.270 2578 2584 2599 rBV3 75006 139926 7.36% 1.103%

16 19.539 2796 2800 2807 rBv4 12567 19321 1.02% 0.152%
17 19.986 2870 2876 2886 rBV 1413947 1900439 100.00% 14.980%
18 21.284 3091 3097 3108 rBV2 124765 254392 13.39% 2.005%
19 21.643 3149 3158 3172 rBV 285715 553975 29.15% 4_.367%
20 21.825 3184 3189 3196 rVB 31868 46426 2.44% 0.366%

21 22.424 3285 3291 3296 rBV 47783 85774 4_.51% 0.676%
22 23.106 3401 3407 3414 rBV3 57127 111514 5.87% 0.879%
23 23.893 3535 3541 3551 rVB2 61101 128077 6.74% 1.010%
24 24.827 3690 3700 3718 rVB2 247768 719457 37 .86% 5.671%
25 25.932 3879 3888 3898 rBV5 38045 115818 6.09% 0.913%

26 27.260 4109 4114 4124 rVB6 18380 54283 2.86% 0.428%

Sum of corrected areas: 12686321
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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: BG043598.D
1400000

1200000
1000000
800000

600000 755

4000008.16 8.32
5.60 9.16

7.20
200000 8.00 1081
5.10

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG043598.D
1400000 19.99

1200000

1000000 13.25

16.13
800000

600000

400000 17.38
14.63

200000 14.08 21.28

18.27
19.54 1.82 2242

O e LA K o B 0 L o e e e e B AR R

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: BG043598.D
1400000

21.64

1200000
1000000
800000
600000

400000
24.83

200000
27.26

O T T T T T T T T T T T O T e T T T 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

23.11 23.89 25 03
A A~
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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.

3.16 66.93 ng 665867 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 12 (3.159 min): BG043598.D (-8) (-) m/z 73.10 100.00%
3
5000 43
55 87
37 49 ‘ o5 3.20 3.30 3.40 3.50 3.60
N £ P SR 0 AN NN m/z 43.10 40.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000
43 55 3.20 3.30 3.40 3.50 3.60
- 87 m/z 55.10 28.73%
O |"J”|§?"|J!J'??'“ "?%'§?|L’ "|"'L|"' }P}"'I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
n g 87 1320 3.30 3.40 350 3.60
5000 m/z 87.10 27 .36%
1? m ‘ 1 i 67\H\ . 97
0 'W""I”" L AL SU AL SUL UL SURL L SU L SRR AL
m/z--> 10 20 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy-
78 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.93%
5000
45
29
0 Ll 9. S 67 |, 101 \\/\\x\
m/z--> 10 20 30 & 50 60 % 80 9 100 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\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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 5

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

5.10 6.44 ng 64079 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 32
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 Pentanal, oxime 101 C5H11NO 000628-79-5 17

Abundance Scan 342 (5.097 min): BG043598.D (-337) (-) m/z 43.10 100.00%
43
59
5000
T 2R 500 520 540
o..,....,....,....'i|!:..‘?.1.!-!,....,....,?.3..,....-,|....,....,....,1.3.3..,. m/z 59.10 72.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U N LN N R
4.80 5.00 5.20 5.40
59 m/z 101.10 21.46%
| 83 101
0 ”I""I'”'I""I”"?%“'W"q?l'zq '“"?}"H""|"'w""|'“'|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4776: 1-Butanol, 3-methoxy-
59
480 500 520 540
5000 m/z 58.10 17.87%
31
43
0 15 \“\ \\\‘\51\\” 7\:!- 81 8\9 97 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59 480 5.00 5.20 5.40
m/z 41.10 10.69%
5000 43
31
15 \‘\ ! 69 8\7
O e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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 unknown7.55 Concentration Rank 1

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

7.55 95.85 ng 953560 1,4-Dichlorobenzene-d4 8.00
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 759 (7.548 min): BG043598.D (-751) (-) m/z 132.10 100.00%
132
5000 68 J\
40 54 % 720 7.40 7.60 7.80
ol 8 6 2 m/z  68.10  40.69%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR UL UL L
7.20 7.40 7.60 7.80
31 51 m/z 134.10 32.84%
0 2
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
720 7.40 7.60 7.80
5000 97 m/z 66.10 31.43%
70
31
0 "k'|4f'H'i9'”"‘|§§' N '}%ﬁ L PN SN DAL DU
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80
m/z 69.10 18.93%
5000
33 a4 . 105
0 "J' T ?""59""‘|J“%%5|" I AL SN DU DU
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.27 5.09 ng 139926 Phenanthrene-d10 17.38
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 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2584 (18.270 min): BG043598.D (-2578) (-) m/z 73.10 100.00%
5 73
4
5000
b“ 18.00 18.20 18.40 18.60
0! m/z 55.05 90.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256
18.00 18.20 18.40 18.60
213 m/z 60.10 90.35%
i 143157171185 oo
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 783
18.00 18.20 18.40 18.60
5000 129 m/z 43.10 80.71%
29
143157 214
0 .?'.Sl.... ‘ h .Mv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39473: n-Decanoic acid
60 73 18.00 18.20 18.40 18.60
m/z 41.10 77 .28%
41
5000 129
2
143
OIIIIIJ”UI‘”HI\‘ “h?ll\\‘ ||‘||‘||:|I-|57|]|-7|?|||| R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.28 9.18 ng 254392 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Cycloeicosane 280 C20H40 000296-56-0 93
Abundance Scan 3096 (21.278 min): BG043598.D (-3091) (-) m/z 57.05 100.00%
5000
111
140 168 281 21.00 21.20 21.40 21.60
ol b8 a0 22 A s es 08 89.30%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
5000
21.00 21.20 21.40 21.60
125 m/z 43.10 88.81%
0 ,ll i l3‘181 209 236 264 292 322 364 392
m/z--> 100 150 200 250 300 350 '
Abundance #210517: 1-Heptacosanol
57 o7
21,00 21.20 21.40 21.60
5000 m/z 83.10 75.21%
125
o 2?‘ 1, ’}l[li 1153 181 209 236 264 202 320 350 378
m/z--> 100 150 200 250 300 350 '
Abundance #205392: Trichloroacetic acid, hexadecy! ester P T T PR
21.00 21.20 21.40 21.60
m/z 69.10 67.97%
97
5000
125
o H m\l \ \. 196 224
m/z--> 150 200 250 300 350 ' 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22 .42 3.10 ng 85774 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Docosane 310 C22H46 000629-97-0 83
Abundance Scan 3290 (22.418 min): BG043598.D (-3285) (-) m/z 57.10 100.00%
57
13 15 g 32120 2240 22,60 2280
ol L AL, 0, 200, 267 %7sss 77 43.10  60.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR BN BN BN B
nmnmnmnm
m/z 71.10 59.90%
29
oL, ] IJ ] 11§1‘169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3éo 460 !
Abundance #223851: Hentriacontane
57
22.20 22.40 22.60 22.80
5000 m/z 85.10 41.98%
85
0 29 | | ﬂ113 141 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 3éo 460 !
Abundance #175566: Tricosane, 2-methyl-
43 22.20 22.40 22.60 22.80
m/z 55.10 26.12%
5000 71
o L j | J ?PJ127 155 183 211 239 267 29° 323
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3éo 4(')0 ! 22.20 22.40 22.60 22.80

8270-BG102119.M Tue Nov 12 16:40:12 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.11 4.03 ng 111514 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 2-methvlhexacosane 380 C27H56 1000376-72-7 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 3408 (23.112 min): BG043598.D (-3401) (-) m/z 57.10 100.00%

5000

:

22.80 23.00 23.20 23.40

249

309341

0 m/z 43.10 62.92%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494; Hexacosane
5000 LA L L L L L L BB |

22.80 23.00 23.20 23.40
m/z 71.10 53.56%

141 183 225 267 309 366

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
5[7
22.80 23.00 23.20 23.40
5000 m/z 85.05  49.94%

99
26 | | 141 183 225 267 309 380

Ee

Oy P e P e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 22.80 23.00 23.20 23.40
m/z 99.10 24 .33%
5000

%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L N R S IS8

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.89 3.56 ng 128077 Perylene-d12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 3540 (23.887 min): BG043598.D (-3535) (-) m/z 57.10 100.00%
g7
5000 85
]_55 183 207 282 23.60 23.80 24.00 24.20
B - l| L 433, e 28 T 8BS m/z 71.05  62.18%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
23.60 23.80 24.00 24.20
m/z 43.10 57 .43%
0 %9. | A, II J .1141 169 197 225 253 282
m/z--> §o 1 o 1éo 260 2éo 360 350
Abundance #185533: Pentacosane
57
| 23.60 23.80 24.00 24.20
5000 85 m/z 85.10 46.20%
113
oL 2| [‘ L4 | Mt 160 104211 239 267 205 3p3 352
m/z--> 50 160 1éo 260 2éo 360 3%0
Abundance #141426: Heneicosane
57 23.60 23.80 24.00 24.20
m/z 55.10 27 .31%
85
5000
29 113
oL 11y | ML 169 107 225 253 296
m/z--> 5'0 100 150 200 250 300 350 23 60 23. 80 24 00 24 20

8270-BG102119.M Tue Nov 12 16:40:13 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043598.D

Aca On : 12 Nov 2019 00:30

Operator :© JU

Sample : K5760-04

Misc :

ALS Vial : 15 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 Heneicosane, 1l1-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.93 3.22 ng 115818 Perylene-d12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 90
2 Docosane. 11-decvl- 451 C32H66 055401-55-3 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 3888 (25.932 min): BG043598.D (-3879) (-) m/z 57.10 100.00%
q7
o ~—J\’/\/M
U3 M7 1ry g0y 239267 205 g 2560 2530 26,00 26,20
Ottt m/z 71.05 71.70%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57
5000 85 IR AR AR AR
2560 25.80 26.00 26.20
29 295 m/z 43.10 63.71%
0 || 1 J11}3.Il‘}1 169 197 225 266 “ 323 435
mz> 0 §o 100 1%0 260 250 300 350 400
Abundance #227195: Docosane, 11-decyl-
57
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 56.04%
113
0 LLg L g77 141 169 197 225 253 280,399 336 364 392
mz> 0 50 100 1%0 260 250 360 350 400
Abundance #175558: Tetracosane
57 25.60 25.80 26.00 26.20
m/z 55.10 23.87%
85
5000
o3 J | J141 169 197 225 253 281 309 338
mz-> 0 §o 160 1%0 260 250 300 350 400 ' 2560 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111119\
Data File : BG043598.D

Acq On : 12 Nov 2019 00:30

Operator : JU

Sample : K5760-04

Misc :

ALS Vial : 15 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... 3.16 66.9 ng 665867 1 8.00 198974 20.0
2-Pentanone, 4-hy... 5.10 6.4 ng 64079 1 8.00 198974 20.0
unknown7 .55 7.55 95.8 ng 953560 1 8.00 198974 20.0
n-Hexadecanoic acid 18.27 5.1 ng 139926 4 17.38 549710 20.0
Octacosanol 21.28 9.2 ng 254392 5 21.64 553975 20.0
Heneicosane 22 .42 3.1 ng 85774 5 21.64 553975 20.0
Hexacosane 23.11 4.0 ng 111514 5 21.64 553975 20.0
Eicosane 23.89 3.6 ng 128077 6 24.83 719457 20.0
Heneicosane, 11-d... 25.93 3.2 ng 115818 6 24.83 719457 20.0
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