LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample - K1453-15

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-BG012919.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 3.224 17 23 31 rBv 73260 139409 3.11% 0.544%
2 3.295 31 35 43 rVB 52668 79672 1.78% 0.311%
3 5.251 360 368 377 rVB 68711 109394 2.44% 0.427%
4 5.709 438 446 457 rBV 1137715 1801393 40.16% 7.032%
5 7.307 710 718 732 rBVY 1183719 2153614 48.01% 8.407%
6 7.695 774 784 791 rBVY 1108060 1917448 42.74% 7.485%
7 8.171 858 865 876 rVB 184284 312329 6.96% 1.219%
8 8.494 912 920 928 rBV 766433 1340875 29.89%% 5.234%
9 9.345 1057 1065 1073 rBVY 685775 1217564 27.14% 4_.753%
10 10.996 1338 1346 1354 rBvV 260280 484771 10.81% 1.892%

11 13.422 1748 1759 1769 rBV 1952641 3075477 68.56% 12.006%
12 14.233 1892 1897 1903 rBV 85878 127347 2.84% 0.497%
13 14.797 1986 1993 2001 rVB2 470782 758983 16.92% 2.963%
14 16.277 2237 2245 2258 rBV 1713536 2588376 57.70% 10.104%
15 17.540 2452 2460 2467 rBV 630374 988559 22.04% 3.859%

16 18.392 2600 2605 2616 rBV 132078 217921 4._86% 0.851%
17 19.655 2816 2820 2828 rBV2 48533 84819 1.89% 0.331%
18 20.131 2895 2901 2910 rBV 3337346 4486001 100.00% 17.512%
19 21.423 3116 3121 3127 rBV 232091 319084 7.11% 1.246%
20 21.829 3183 3190 3198 rVB 654914 1098793 24.49% 4._.289%

21 21.987 3212 3217 3222 rBV 75942 114185 2.55% 0.446%
22 22.622 3319 3325 3335 rBvV 97083 190121 4.24% 0.742%
23 23.139 3396 3413 3415 rBV 53447 186166 4._.15% 0.727%
24 23.344 3442 3448 3459 rVB2 96618 203867 4._.54% 0.796%
25 24.190 3585 3592 3601 rBV2 83866 189590 4.23% 0.740%

26 25.206 3753 3765 3778 rBV2 400180 1240888 27.66% 4._.844%
27 26.387 3956 3966 3979 rBv4 40029 129303 2.88% 0.505%
28 27.820 4201 4210 4219 rBV5 19922 60885 1.36% 0.238%

Sum of corrected areas: 25616834
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039438.D

3000000
2500000
2000000

1500000

5.71 7.31 4 69

1000000
8.49

500000

8.17 11.00

3229 5.25

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG039438.D

20.13
3000000

2500000

2000000{ 13.42
16.28

1500000

1000000
17.54 21.83

500000 14.80
21.42
18.39 22.62
14.23 19.66 h 1.99

o P e e e T e T T e e T e e 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: BG039438.D

3000000

2500000

2000000

1500000

1000000

500000 25.21

23.23.34 24.19 26.39 27.82

e R T e ALl EEama S e E E  ERARRARAERARSEE

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\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.29 5.10 ng 79672 1,4-Dichlorobenzene-d4 8.17
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 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 38
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 17

Abundance Scan 34 (3.289 min): BG039438.D (-31) (-) m/z 73.15 100.00%
7B
5000 43 /\\_
55 87 N\ N
320 340  3.60
Ot 49 | Tm/z 43.25  43.10%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 T T
43 320 340  3.60
55 87 m/z 55.15 26.75%
0 .%9 35 I‘I 50 | 67 ||, 80 |
miz--> R N T T
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
P 7 S50 ao Gk
5000 m/z 87.15 26.37%
29
Ouulu:.I-S..l.... ‘\‘ \‘\ ...|....|...97.|...
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol T ——
73 320 340  3.60
55 m/z 45.15 13.55%
43
5000
27
Uns |'}§' T "|3?"%$|""|""| T '?%' HRSURIRI AR T T
m/z--> 10 20 30 40 50 60 70 80 90 100 320 340  3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.25 7.01 ng 109394 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 368 (5.251 min): BG039438.D (-360) (-) m/z 43.15 100.00%
43
5000
101 RN AR R A
I 373 5.00 5.20 5.40 5.60
oA m/z 59.15 54 _.95%
m'z--> 0 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U N L IS I
5.00 5.20 5.40 5.60
0
15 101 m/z 58.15 18.27%
0 J'Mql‘ "'4"' ALY UL SRR SR B
m'z--> 0 50 100 150 200 250 300 350
Abundance #8358: 2-Hexanol, 2-methyl-
59
5.00 5.20 5.40 5.60
5000 m/z 101.15 17.50%
31 101
o uﬂUM,W&Q{ J....,.... e
m'z--> 0 50 100 150 200 250 300 350
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester i e R
43 5.00 5.20 5.40 5.60
m/z 41.15 9.24%
5000
101
0 "MLI' 7?'1"' ALY UL SRR SR B
m'z--> 0 50 100 150 200 250 300 350 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.69 Concentration Rank 1

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

7.69 122.78 ng 1917450 1,4-Dichlorobenzene-d4 8.17
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 16
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 783 (7.689 min): BG039438.D (-774) (-) m/z 132.15 100.00%
5000 68
0 sl P T T 7k sbo
Obrrrrrrrrer e SRl b L S e Tm/z 68.15 44.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L L R
7.40 7.60 7.80 8.00
78 m/z 134.15 31.65%
31 54 51
0'w'“J“Jh'L'M'“l“'H””'w'“l“'w'“'w'“l“'w'“'VH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
740 7.60 7.80 8.00
5000 67 m/z 66.15 31.19%
41 97
53 117
| 0
0  RARAR! .3.4. ;‘i l‘. - i‘.‘.‘. ; |""‘= l‘l . I\I\I‘I\I e .‘k - .1.0.5. o I‘I\I:!'?‘I"I I‘ ‘. RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile L
132 7.40 7.60 7.80 8.00
m/z 69.25 17.90%
5000
92
65
Lo2r B sigg |l T 1P 4y |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.39 4.41 ng 217921 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2605 (18.392 min): BG039438.D (-2600) (-) m/z 60.15 100.00%

143 99 | 227 281 18.00 18.20 18.40 18.60 18.80
0 m/z 43.15 92.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43 6

D
5000 129
83 g7 213
115 167171185, 256

:

5000 129 Rt
18.00 18.20 18.40 18.60 18.80

83
m/z 73.15 91.28%
213
143157171185199
Olrrrprrrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 s
57 R e ARa s
18.00 18.20 18.40 18.60 18.80
5000 m/z 57.25 78.75%
29
0 ..1.5,....,...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid A RB R R
3 18.00 18.20 18.40 18.60 18.80
43 m/z 55.15 70.52%
- ”Jk\r‘/\v
0 N Nah e
m/z--> 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.42 5.81 ng 319084 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
3 Cvclotetracosane 336 C24H48 000297-03-0 94
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3120 (21.417 min): BG039438.D (-3116) (-) m/z 57.20 100.00%
57
83
5000 41
21.20 21.40 21.60 21.80
Obreprr bl m/z 43.20 85.74Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151537: 1-Docosene
57 97
5000 R AR AR DA
29 mmmmmmmm
m/z 55.15 73.33%
Olrrrrdtr bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—ﬁ
83 21.20 21.40 21.60 21.80
5000 m/z 83.25 60.22%
29 111
N Il L ) 139 167 196 223 252 280
m/z--> 2'0 4'0 60 8|0 100 120 140 1('30 180 200 220 240 260 280 300 32'0 340
Abundance #174179: Cyclotetracosane
43 83 21.20 21.40 21.60 21.80
m/z 97.25 49 .95Y%
5000
111
ol 2 6 " Il J | 139 167 196 224 250 279 308 336
m/z--> 25&&8mmmmm&mmmmm%mmmmmm 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Eicosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.99 2.08 ng 114185 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 89

Abundance Scan 3217 (21.987 min): BG039438.D (-3212) (-) m/z 57.25 100.00%
g7
113 21.60 21.80 22.00 22.20 22.40
141
ol 3 b L0 L7 Tt 163188 207205 253 281 3% | qan e S et T oy
m/z--> 50 1 o 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 AR AU AR SRR
29 mmmmnmnmnm
m/z 71.15 54_.71%
0 113 141 169 197 225 p53 282
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 21.60 21.80 22.00 22.20 22.40
5000 m/z 85.25 48 .50%
29 113
oL Tl g [T 4 169 197 225 p53 296
m/z--> §o 160 150 200 2%0 300 3%0
Abundance #185535: Heptadecane, 9-octyl-
57 21.60 21.80 22.00 22.20 22.40
m/z 55.15 27 .19%
5000 85
oL % J‘ L MR 14 169 197 29 567 204 323 352
m/z--> % M 150 200 2% ﬁ %o mmmmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.62 3.46 ng 190121 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Tetracosane 338 C24H50 000646-31-1 87
3 Docosane 310 C22H46 000629-97-0 87
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 87
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 3325 (22.622 min): BG039438.D (-3319) (-) m/z 57.25 100.00%

57
5000 85

113 22. 40 22 60 22. 80 23. OO
4 | 1% 183 211
e 38 103 211 252 281 824341 hs7 43.20 65.56Y%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164579: Tricosane
57

5000 85 R A EEREmEEEE e ]
22. 40 22 60 22. 80 23. 00

o

4 m/z 71.20 55.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
22.40 22.60 22.80 23.00
5000 85 m/z 85.20 43 .44%
13 1
ol \‘ | L1, 169 197 225 253 281 309 338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #153222: Docosane
57 22.40 22.60 22.80 23.00
m/z 55.15 25.58%
5000 85
. \ by, 169 107 225 253 281 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 4-(1,3,3-Trimethyl-bicyclo[... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

'23.14 3.39ng 186166  Chrysene-di2 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 55

2 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 49
3 1.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 38
4 2-(4a.8-Dimethvl-6-0x0-1.2.3.4.4... 234 C15H2202 1000190-21-8 38
5 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 35
Abundance Scan 3413 (23.139 min): BG039438.D (-3396) (-) m/z 95.25 100.00%
5000
302 341 22.80 23.00 23.20 23.40
o L m/z 55.15 97.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66156: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-...
109
43
5000 AUV U DAREE
22.80 23.00 23.20 23.40
81 149 m/z 69.10 95.89%
191
04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
81 123
41 AUV U DAREE
22.80 23.00 23.20 23.40
5000 191 m/z 123.25 82.08%
]150
0 "Aﬂ'k“l""|""|""|""|""|'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227678: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrameth. ..
95 22.80 23.00 23.20 23.40
m/z 109.25 72.25%
5000
o 245 273 300 336 365
m/z--> 50 100 150 200 250 300 350 400 450 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.34  3.71ng 203867  Chrysene-d12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexadecane 226 C16H34 000544-76-3 95

2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3447 (23.338 min): BG039438.D (-3442) (-) m/z 57.25 100.00%
57
43 | 5
5000
9 SRR SaEEa T
113127141155160183 207 205 267 23100 23.20 23.40 23.60
0 251 207 283 m/z 43.20 63.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
43 9
5000 71 LA L L L LB L LB L |
g5 23.00 23.20 23.40 23.60
29 m/z 71.25 58.14%
o | \ L J 99113127141155169183197 226
R R e e ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
43
71 23.00 23.20 23.40 23.60
5000 85 m/z 85.25 42.78%
9113 155
o L1 | 127141 | 169183197211225240
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57 23.00 23.20 23.40 23.60
43 | 4 m/z 55.15 27.57%
85
5000
29 991
AECHIN | HP127101155160183107011 240
.”“”.“”.““.“”.“”.“”..”..”..”..”..”..”w”.w”. RS R e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 12 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .19 3.06 ng 189590 Perylene-d12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 80
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 3592 (24.190 min): BG039438.D (-3585) (-) m/z 57.20 100.00%
57
5000 85 _ww¢«wAMA~w/\g“yWMmﬁwwwv
13 23.80 24.00 24,20 24.40 24.60
183207
o A s | M/Zz 43.20 61.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57
5000 85 U AL B
Bmmmmmmmmm
113 m/z 71.20 61.11%
0 29 I ) 41 169 197 225 253 295 366
m/z--> 55 160 1%0 260 2%0 360 3éo 460 !
Abundance #202661: Heptacosane
57
—rv—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 85.25 45 _.25%
29
oL L. } | | 3,141 169 197 225 253 281 300 337 380
m/z--> 55 160 1%0 260 2%0 360 3éo 460 !
Abundance #223851: Hentriacontane
57 23.80 24.00 24.20 24.40 24.60
m/z 55.20 27 .31%
5000
85
29 113 141 169
ol L4 70109 197 225 253 280 300 351 379 407 436 A Al st
m/z--> 50 100 150 200 250 300 350 400 23. 80 24 00 24. 20 24. 40 24 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039438.D

Aca On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample : K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 13 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

26.39 2.08 ng 129303 Perylene-d12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 76
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
3 Hentriacontane 437 C31H64 000630-04-6 62
4 Hexacosane 366 C26H54 000630-01-3 58
5 Tetracosane 338 C24H50 000646-31-1 58

Abundance Scan 3966 (26.387 min): BG039438.D (-3956) (-) m/z 57.20 100.00%

5000

L

26,00 26.20 26.40 26.60 26.80
183 211 249 281
(o} m/z 43.20 57 .52%

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

5000 e B Emmm e e
26. 00 26. 20 2640 26 60 26. 80

m/z 85.20 48 .95%

113 141

113 141 169 197 225 253 281 309 337 365 394

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
26.00 26.20 26.40 26.60 26.80
5000 m/z 71.15 43.19%
85
29 113
TR NN T —
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57 26.00 26.20 26.40 26.60 26.80
m/z 55.25 20.98%
5000 85
113 141 169
0 u |0+ 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 26. 00 26. 20 26. 40 26 60 26. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021119\
Data File : BG039438.D

Acq On : 11 Feb 2019 17:33

Operator : JU/SJ

Sample - K1453-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.29 5.1 ng 79672 1 8.17 312329 20.0
2-Pentanone, 4-hy... 5.25 7.0 ng 109394 1 8.17 312329 20.0
unknown? .69 7.69 122.8 ng 1917450 1 8.17 312329 20.0
n-Hexadecanoic acid 18.39 4.4 ng 217921 4 17.54 988559 20.0
1-Docosene 21.42 5.8 ng 319084 5 21.83 1098790 20.0
Eicosane 21.99 2.1 ng 114185 5 21.83 1098790 20.0
Tricosane 22.62 3.5 ng 190121 5 21.83 1098790 20.0
4-(1,3,3-Trimethy... 23.14 3.4 ng 186166 5 21.83 1098790 20.0
Hexadecane 23.34 3.7 ng 203867 5 21.83 1098790 20.0
Hexacosane 24.19 3.1 ng 189590 6 25.21 1240890 20.0
Octacosane 26.39 2.1 ng 129303 6 25.21 1240890 20.0
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