LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 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-BG032719.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 3.194 15 18 28 rvB2 47885 94363 2.01% 0.387%
2 5.603 421 428 444 rBV 685019 1159613 24.72% 4_.756%
3 7.201 692 700 713 rBV 461073 827748 17 .65% 3.395%
4 7.577 755 764 777 rBV 1114187 1979126 42.19% 8.117%
5 8.047 837 844 857 rVB 258242 452626 9.65% 1.856%

8.370 890 899 907 rBV 922159 1600476 34.12% 6.564%
9.222 1036 1044 1055 rBvV 799637 1489860 31.76% 6.111%
1314 1323 1331 rBV 317281 595743 12.70% 2.443%
13.300 1728 1738 1750 rBV 1886792 3065745 65.36% 12.574%
13.547 1775 1780 1786 rVB3 31095 59638 1.27% 0.245%

OO~
=
o
fos
o
N

11 14.122 1873 1878 1884 rBV 75030 113861 2.43% 0.467%
12 14.675 1966 1972 1984 rVB2 490999 801929 17.10% 3.289%
13 16.167 2219 2226 2239 rBV 1580023 2482690 52.93% 10.183%
14 17.424 2434 2440 2446 rVB 619428 952196 20.30% 3.905%
15 17.730 2487 2492 2497 rBV2 91585 133856 2.85% 0.549%

16 18.282 2581 2586 2594 rBV 129833 220088 4.69% 0.903%
17 19.545 2798 2801 2808 rVB5 55172 80577 1.72% 0.330%
18 20.027 2876 2883 2889 rBV 3291097 4690604 100.00% 19.239%
19 21.296 3095 3099 3108 rVB 124149 223934 4.77% 0.918%
20 21.696 3160 3167 3174 rBV 680726 1112780 23.72% 4._.564%

21 21.837 3187 3191 3195 rVB 59253 78611 1.68% 0.322%
22 22.442 3289 3294 3301 rVB2 78936 132455 2.82% 0.543%
23 23.135 3407 3412 3419 rVB2 102062 191931 4._.09% 0.787%
24 23.946 3544 3550 3559 rvB2 106615 229718 4_.90% 0.942%
25 24.898 3705 3712 3717 rBV 90206 221730 4.73% 0.909%

26 24.974 3717 3725 3737 rVB2 372985 1093961 23.32% 4._.487%
27 26.032 3898 3905 3919 rvVB4 65054 193493 4._.13% 0.794%
28 27.407 4133 4139 4147 rVB5 35937 101679 2.17% 0.417%

Sum of corrected areas: 24381031
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\

BG040422.D

10 Apr 2019 19:40

JussJ

K2335-01

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3000000
2500000
2000000
1500000
1000000

500000

Lo

TIC: BG040422.D

7.58

8.37
9.22
5.60

8.05 10.86

0

Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.30

{1355 14.12

TIC: BG040422.D

20.03

16.17

17.42 21.70

14.67

21.30

19.55 1.84 2244

SN N

17.73 18.28
-

L

05
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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040422.D

24.97

23.14

23.95
A

i

26.03
VAN

27.41

0

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

8270-BG032719.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 5

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

3.19 4_.17 ng 94363 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 5
3 Acetaldehvde. O-ethvloxime- 87 C4H9NO 1000288-34-6 5
4 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 5
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 17 (3.188 min): BG040422.D (-15) (-) m/z 73.00 100.00%
73
5000 43
55 87
%6 6 52 |58 79 3.20 3.30 3.40 3.50 3.60
0"I'"'I""I""I""I""I'"'I""I'"'ﬁ'"I""'I':"I""I""I!':I""I""I""'I""I"' m/z 43.00 43.46%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- M
73
5000 HUA U U IR IR UL
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.05 30.22%
o 2933 39 | 46 50 |59 69| 80
L) ALY ALY LAY MAAR) LML) KA RAMLARALL) NAAAS LAY LAY KA RARLY ML) LARS] RARA] LAM) AL L

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

f

Abundance #1877: Acetamide, N-ethyl-
30
3.20 3.30 3.40 3.50 3.60
5000 43 87 m/z 55.00 26.38%
15 72
o ‘18 % 39 |46 5154 59 68 |
TP ,,,,,,,,,,,,,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1897: Acetaldehyde, O-ethyloxime-
29 87 3.20 3.30 3.40 3.50 3.60
41 m/z 71.05 12.09%
5000 59
72
5
oupm““qmq”””.“m“”u“ﬂuunﬂupuwuwmq“”w”“”W“qm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 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\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.58 Concentration Rank 1

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

7.58 87.45 ng 1979130 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 764 (7.577 min): BG040422.D (-755) (-) m/z 132.00 100.00%
5000 68
96 A LS UL LR
40 54 7.20 7.40 7.60 7.80 8.00
0 8 497 ENE— S — S m/z 68.00 45.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
5000 er AL IR LR
a1 97 7.20 7.40 7.60 7.80 8.00
53 2 17 m/z 134.00 33.67%
o} s R Rama
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.71%
104
ol 14 27 39 51 %077 g9 | 115 ‘
m/z--> 20 40 eb 80 100 120 140 160 180 200 220
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- A e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.14%
5000
67
Obr ....?%.l‘nﬂv. lh‘..h.,lﬁé}}7..“. e
m/z--> 20 40 60 8 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Caffeine Concentration Rank 10

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

17.73 2.81 ng 133856 Phenanthrene-d10 17.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 96
2 1.4-Dimethvl-4.5.7.8-tetrahvdroi... 194 C8H10N402 130063-15-9 50

N-(4-Methoxvphenv)-2-hvdroxvimi... 194 C9H10N203 1000143-61-3 42
4 3(2H)-Benzofuranone. 4.6-dimethoxy- 194 C10H1004 004225-35-8 40
5 2H-Pyrazol-3-ol, 5-(2,5-dimethyl... 194 C9H10N20S 1000304-22-5 37

Abundance Scan 2492 (17.730 min): BG040422.D (-2487) (-) m/z 194.00 100.00%
194

5000 109
55

4 137157165 17.40 17.60 17.80 18.00
...,....,il..:-'.,....,|....,.:I..,....,.1.5.1.,...1.?9...,.2.19,.2?’.0. ol "m/z 109.00  46.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56738: Caffeine

—

o

194

109

%

5000

17.40 17.60 17.80 18.00
m/z 55.00 33.81%

136150 165179

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56753: 1,4-Dimethyl-4,5,7,8-tetrahydroimidazo-[4,5-E]-1,4...
194
e AREREEEaSEE
17.40 17.60 17.80 18.00
5000 m/z 67.00 32.11%
165
. 109 138
82
Obr et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56902: N-(4-Methoxyphenyl)-2-hydroxyimino-acetamide R R B B e
4 122 149 194 17.40 17.60 17.80 18.00
m/z 82.00 20.44%
- &A/\/\JL«M
Obrrrprrrry e Al adh festantiildi)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17. 80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.28 4.62 ng 220088 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2586 (18.282 min): BG040422.D (-2581) (-) m/z 43.05 100.00%
4 60 73
5000
129
87 213 T
| 4&\ 0Ltts | 187172185, 007 5y 256 18.00 18.20 18.40 18.60
b m/z 60.00 94 .71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
18.00 18.20 18.40 18.60
m/z 73.00 88.40%
TJJ 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 6078
'18.00 18.20 18.40 18.60
5000 129 m/z 57.00 83.27%
29
o.??w...,... L#H 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T B B B S e
43 60 73 18.00 18.20 18.40 18.60
m/z 41.00 71.91%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'LJN" U SRR SN B SUNRE
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\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 3-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.30 4.02 ng 223934 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Octacosanol 410 C28H580 000557-61-9 94
3 b5-Eicosene. (E)- 280 C20H40 074685-30-6 92
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heptadecafluorononanoic acid, he... 702 C26H35F1702 1000356-03-3 91
Abundance Scan 3100 (21.302 min): BG040422.D (-3095) (-) m/z 57.05 100.00%
57 g3
111
S NI AR BN U
139 168,,208 238 267 21.00 21.20 21.40 21.60
N Ao Sher208 238 267 201 35 o asT00 o4 16W
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
g7
83
5000 U SRS UL B B
29 11 21.00 21.20 21.40 21.60
m/z 83.00 83.95%
o |139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 '
Abundance #215904: Octacosanol
57
o1 S VNI IR BN U
21.00 21.20 21.40 21.60
5000 m/z 97.10 81.31%
125
o %?‘. ﬂ A \ 1153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #127769: 5-Eicosene, (E)- IS R B AR
55 21.00 21.20 21.40 21.60
m/z 55.00 78.86%
83
5000
29 111
o J 1L l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 ' 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.44 2.38 ng 132455 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 86
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 3294 (22.442 min): BG040422.D (-3289) (-) m/z 57.05 100.00%

57
5000 8

113 22.20 22.40 22.60 22.80
141 183 212 253276 - - - -
0 ..?.f.!J.ij#ﬂfr..#.,s...r....?E...,....,@? m/z 71.10 64 .95%

m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane

i

5000 85 oo e e
22.20 22.40 22.60 22.80

m/z 43.00 59.56%

29 113 141
bl L L LT 200 107 225 255 001 300 337 330
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
RS mEEEs L
22.20 22.40 22.60 22.80
5000 g5 m/z 85.05 51.42%
29
113
I O O i L —
m/z--> 50 100 150 200 250 300 350 400
Abundance #48854: Dodecane, 2-methyl- T T T
57 22.20 22.40 22.60 22.80
m/z 41.00 22.98%
85
5000
29 141
‘ 113 169
0..%.,&11.,H.n.,.t..,.”. S e
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\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 2-Bromotetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.14 3.45 ng 191931 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
2 Tetracosane 338 C24H50 000646-31-1 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 3413 (23.141 min): BG040422.D (-3407) (-) m/z 57.00 100.00%
57 W
5000 85
113 141 22.80 23.00 23.20 23.40
ob 3L LR A LTl 169 196 224 248267284 308 sM | T 97 407 56.71%
m/z--> 50 100 150 200 250 300
Abundance #124147: 2-Bromotetradecane
57
85
5000 USRS AR
22. 80 23 00 23. 20 23.40
29 113 m/z 43.00 53.72%
l I 141 197
0! I||||||||l||||l||||||||||||||
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.05 40.24%
29
oL L Loyt 1141 169 197 225 253 281 309 338
m/z--> 55 160 150 200 2%0 360
Abundance #100330: 2-Bromo dodecane T T T T PR R
57 22.80 23.00 23.20 23.40
m/z 55.00 19.60%
5000 85
29 ‘ } 113 169
OII\‘I\I‘I.\I“I\IEIJJI .‘.‘. .149.L..|....248....|....| RS Em e
m/z--> 50 100 150 200 250 300 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.95 4.20 ng 229718 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
2 Nonadecane 268 C19H40 000629-92-5 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
5 Tetradecane 198 C14H30 000629-59-4 81

Abundance Scan 3551 (23.952 min): BG040422.D (-3544) (-) m/z 57.00 100.00%
g7 A
5000 85
VNN SRR SUURE
113 23.60 23.80 24.00 24.20
140 169
ol ,I. AT, 10, 109191210 239 268 295 323341 | st 0T 65 0%
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 AU AR AR
23. 60 23. 80 24 00 24.20
0
‘ s s m/z 43.05 58.26%
0 - |I J Jl -I 1137 l | 207225
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #117636: Nonadecane
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.05 51.27%
29 268
L T e 100 197 20
0...‘.‘|‘...|.||.“ \\IJIJI |....|....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane L LI L L N BN B
57 23.60 23.80 24.00 24.20
m/z 55.00 21.06%
- ] Mwwij\.»w\ww«
113
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 3&1,0 23. 60 23. 80 24 00 24. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .90 4.05 ng 221730 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexadecane 226 C16H34 000544-76-3 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 3712 (24.898 min): BG040422.D (-3705) (-) m/z 57.00 100.00%

5000 85

%

113 141 24.60 24.80 25.00 25.20
3q | 183207 239
oL 3 I LT, 188207 230264 306 36 420 a0 5s son
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
57
5000 LIS L L L L L L L L B
080 24. 60 24. 80 25 00 25. 20
m/z 71.10 56.90%
29 113
ULz
ol RS S R
m/z--> 50 150 200 250 300 350 400

Abundance #209566: Octacosane

-

24.60 24.80 25.00 25.20

5000 o m/z 85.10 47.07%
29
o ‘ J || | (113 141 169 197 225 253 281 30 337 365 304
A e e e R e
miz--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane R N LN AR
57 24.60 24.80 25.00 25.20
m/z 55.00 21.04%
- T "NVM\/*/\«A/WM\NA/
ety e M.
miz--> 50 100 150 200 250 300 350 400 24,60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040422.D

Aca On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample : K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

26.03 3.54 ng 193493 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3905 (26.032 min): BG040422.D (-3898) (-) m/z 57.00 100.00%

57

=B

5000 85
111 141 169 197222 253 297 341 461 25.80 26.00 26.20 26.40
0 ....',J...Ul,.'...t,l....,..-..,....,....,....,....,.. m/z 71.00 59.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57
5000 85 LA L L L L L L LB
25 80 26. 00 26 20 26. 40
- m/z 43.05 58.92%
oLl J | 13 141 169 197 225 253 281 309 337 365 394
A A A A e T e e T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71396: Pentadecane
57
R Ama R S
85 25.80 26.00 26.20 26.40
5000 m/z 85.05 48_.14%
29
AEED N s —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane R EmAAS LR et
57 25.80 26.00 26.20 26.40
m/z 55.00 20.65%
N ] MWMLﬁWHMAMWA)V\hhﬁr$mJVM¢th
113
0 29 141169197 225 267 295 365 393
T T T T T o T T R Ama R
m/z--> 50 100 150 200 250 300 350 400 450 25 80 26. 00 26 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041019\
Data File : BG040422.D

Acq On : 10 Apr 2019 19:40

Operator : JU/SJ

Sample - K2335-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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... 3.19 4.2 ng 94363 1 8.05 452626 20.0
unknown7 .58 7.58 87.5 ng 1979130 1 8.05 452626 20.0
Caffeine 17.73 2.8 ng 133856 4 17.42 952196 20.0
n-Hexadecanoic acid 18.28 4.6 ng 220088 4 17.42 952196 20.0
3-Eicosene, (E)- 21.30 4.0 ng 223934 5 21.70 1112780 20.0
Heptacosane 22 .44 2.4 ng 132455 5 21.70 1112780 20.0
2-Bromotetradecane 23.14 3.5 ng 191931 5 21.70 1112780 20.0
Tetradecane, 2,6,... 23.95 4.2 ng 229718 6 24.97 1093960 20.0
Eicosane 24 .90 4.0 ng 221730 6 24.97 1093960 20.0
Octacosane 26.03 3.5 ng 193493 6 24.97 1093960 20.0
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