LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample : K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total
1 3.190 13 17 27 rvB2 49424 94303 2.19% 0.414%
2 5.599 420 427 442 rBVY 564235 950737 22.11% 4.172%
3 7.197 690 699 713 rBV 424569 780192 18.14% 3.423%
4 7.579 756 764 776 rBV 879274 1591911 37.02% 6.985%
5 8.043 837 843 856 rBvVY 221211 405034 9.42% 1.777%

8.366 888 898 909 rBvV 768197 1362409 31.68% 5.978%
9.224 1036 1044 1059 rBvV 636336 1169048 27.19% 5.130%
1314 1322 1337 rBV 284754 542405 12.61% 2.380%
13.295 1730 1737 1749 rBV 1564954 2576512 59.92% 11.306%
14.124 1873 1878 1884 rBV 36187 53359 1.24% 0.234%

QO ~NO®
=
o
[o0)
a1
\l

11 14.676 1962 1972 1980 rBV2 448448 765897 17.81% 3.361%
12 16.163 2218 2225 2238 rBV 1225568 1966855 45.74% 8.630%
13 17.420 2433 2439 2447 rBV 632979 972867 22.62% 4._.269%
14 18.278 2580 2585 2594 rBV2 31620 55126 1.28% 0.242%
15 20.023 2875 2882 2890 rBV 3181761 4300068 100.00% 18.868%

16 20.787 3007 3012 3015 rBV2 52596 61993 1.44% 0.272%
17 21.292 3093 3098 3107 rBvV2 145312 240241 5.59% 1.054%
18 21.692 3159 3166 3179 rBV2 755174 1279048 29.74% 5.612%
19 21.833 3186 3190 3196 rVB 90374 134796 3.13% 0.591%
20 22.444 3288 3294 3303 rBvV 144714 220064 5.12% 0.966%

21 23.137 3405 3412 3419 rBV 203830 350538 8.15% 1.538%
22 23.942 3542 3549 3559 rBvV 201048 436772 10.16% 1.917%
23 24.900 3703 3712 3716 rBV 186124 445713 10.37% 1.956%
24 24.970 3716 3724 3739 rVB3 424224 1277966 29.72% 5.608%
25 26.039 3895 3906 3919 rVB2 139245 406866 9.46% 1.785%

26 27.397 4128 4137 4149 rVB4 69618 240461 5.59% 1.055%
27 29.048 4409 4418 4429 rVBS8 25975 108558 2.52% 0.476%

Sum of corrected areas: 22789739
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040356.D
3000000

2500000

2000000

1500000

1000000 7.58

5.60 9.22

500000 7.20

8.04 10.86
19

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040356.D

3000000

20.02

2500000

2000000

13.30
1500000
16.16

1000000
21.69

17.42
500000 14.68
21.29 1.83 22.44

14.12 18.28 L 20.79

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: BG040356.D

3000000

2500000
2000000
1500000
1000000

500000 24.97
23.14 23.94 2490 26.04

27.40 29.05
A R
O e L e e LA B e By B B L S B B R

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\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 7

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

3.19 4.66 ng 94303 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-heptyl- 172 C10H2002 004359-57-3 9
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 7
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 5

Abundance Scan 17 (3.190 min): BG040356.D (-13) (-) m/z 73.05 100.00%
7B
5000
43
55 87
| 3.20 3.30 3.40 3.50 3.60
0W””P”ﬁh”ﬁdﬁ””mhﬁ“”P”W”“P”W”“P”W””P”W””P”W' m/z 43.00 32.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAE AN A AR AR AR
43 3.20 3.30 3.40 3.50 3.60
‘ 55 87 m/z 55.00 24.24%
0'P”W””ﬂ”W”“P”W““P”W””P”W””P”W“”P”W”“P”W”“P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
73
3.20 3.30 3.40 350 3.60
5000 m/z 87.00 21.65%
45
0 27 5765 81 99 110 129 144 171
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #13739: 2,2,4-Trimethyl-3-pentanol BB A e e L
73 3.20 3.30 3.40 3.50 3.60
87 m/z 45.00 12.36%
5000 41 55

H \“ . 65 \ o2 129

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 3.20 3.30 3.40 3.50 3.60

o

8270-BG032719.M Thu Apr 04 18:21:12 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 unknown7.58 Concentration Rank 1

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

7.58 78.61 ng 1591910 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Tetrazaborole, 5-chloro-4,5-d... 132 C2H6BCIN4 021960-49-6 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 764 (7.579 min): BG040356.D (-756) (-) m/z 132.00 100.00%
132
5000 68
40 54 %6 J 7.20 7.40 7.60 7.80 8.00
o g8l e /7 68.00  41.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14121: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl-
132
5000 36 76 7.20 7.40 7.60 7.80 8.00
47 89 m/z 134.00 33.26%
e T e
0...“. q’\mh Hwh M“”.l‘..l“‘l...l..‘.l....l....l....
m/z--> 80 100 120 140 160 180
Abundance
57 132
74 7.20 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 27.55%
158 189
e R S L L B L UL B L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole o
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.36%
5000
104
o 14 27 39 S1 %77 g9 | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.29 3.76 ng 240241 Chrysene-d12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 91
Abundance Scan 3098 (21.292 min): BG040356.D (-3093) (-) m/z 57.10 100.00%
57
5000
97
39 21.00 21.20 21.40 21.60
oLy J.,J-.h,....2,1.9..,2.6:‘3..3,‘??‘..3?.5...,....,....,.... ey M7z 43.10  71.08%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #151537: 1-Docosene
57 97
5000 AR RN AR AR
308 21.00 21.20 21.40 21.60
s m/z 71.10 52.38%
ol 15, ....,..T..,.??.l,???:?.‘i‘%. e e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
97 21.00 21.20 21.40 21.60
5000 m/z 55.00 48.36%
139
ol 20 181 225 281 341376415 460 532 577 678
mmwwwwwwwwwm
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #235928: Octacosyl trifluoroacetate T P e T
57 21.00 21.20 21.40 21.60
m/z 83.05 36.93%
97
5000

139 181 222 264 306 348 302 437 488

Oy rir e e o e e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 5 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.83 2.11 ng 134796 Chrysene-di2 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3190 (21.833 min): BG040356.D (-3186) (-) m/z 57.10 100.00%

57
5000 85

21 60 21.80 22.00 22.20
| 169 211 295 355
N 10511149 11211 244 295 85 "m/z 43.00 61.79%

m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57

5000 85 LA B L L L L L L
mmmmnmnm
29 m/z 71.10 55.15%
o e Id w341?1‘169 197 225 253 281 309 337 380
L T T T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
21.60 21.80 22.00 22.20
5000 g5 m/z 85.10 44 .72%
29
o 113 141 169 197 225 253 281 309 337 365 394
e e D S e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 21.60 21.80 22.00 22.20
m/z 55.10 25.69%
5000 85
29 113
0 | gl T° 141 189 197 225 253 281 309 338
e e e D e e s S
m/z--> 50 100 150 200 250 300 350 mmmmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.44 3.44 ng 220064 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3293 (22.438 min): BG040356.D (-3288) (-) m/z 57.05 100.00%
57
85
5000
113 141 207 22.20 22.40 22.60 22.80
ol AL g a1 e 207 230 281 3% 277105 65.90%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 8 A SRR B UGN IR
22.20 22.40 22.60 22.80
m/z 43.05 64 .27%
324
‘ | ‘113 141 160 197 239 267 p05 |
0::‘:“|“|“l‘|“‘|h| J“:“‘:!l“u‘uu‘u‘lu‘u‘u‘u |‘|‘||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 22.20 22.40 22.60 22.80
5000 85 m/z 85.05 52 .50%
. 29 13 141 169 107 205 253 205 303 367
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R S
57 22.20 22.40 22.60 22.80
m/z 55.00 23.97%
5000 85
o 29| I ] M2 141 160 197 25 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 2220 22.40 22,60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.14 5.48 ng 350538 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3413 (23.143 min): BG040356.D (-3405) (-) m/z 57.05 100.00%

g7

5000 85

—

155 22.80 23.00 23.20 23.40
ol ‘ 11 fEEL A8 211 239 267295 | "m/z 71.10 64.18%

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane

f

5000 85 A RRRER R e
22. 80 23. OO 23 20 23.40

- 1 m/z 43.05 55.15%
0 ‘\‘L“ h i j | (141 169 197 205 253 281 309 337 365 394
e R
m/z--> 50 100 150 200 250 300 350
Abundance
57
St S
22.80 23.00 23.20 23.40
5000 o m/z 85.05 47.87%
29 113
0 141 169 197 225 253 281 309 338
e e B L B
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane T T T
57 22.80 23.00 23.20 23.40
m/z 55.00 22.02%
85
5000
29
L J113 141 169 197 240
O e T ] e .
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.94 6.84 ng 436772 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 90
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
Abundance Scan 3549 (23.942 min): BG040356.D (-3542) (-) m/z 57.05 100.00%
57
5000 85 j\\
113 23.60 23.80 24.00 24.20
141 169
oLt ,J.J. A d o7 169 197 225 253 295 356 401 m/z 71.05 60.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 UL AL RS
23.60 23.80 24.00 24.20
113 m/z 43.05 59.42%
o 29| ‘ \ H 141 160 107 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
43
- 23.60 23.80 24.00 24,20
5000 m/z 85.05 47 .89%
224
99
0 127 155 183 253 2% 33 364
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl- R R AN E s R
57 23.60 23.80 24.00 24.20
m/z 55.00 22.87%
5000 85
ol ‘ I u1}3jl41‘ 182 211 252 281 308 337 “NWmhmmMWVMJ &,\hNANWWWMW
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .90 6.98 ng 445713 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Docosane 310 C22H46 000629-97-0 94
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 91
Abundance Scan 3712 (24.900 min): BG040356.D (-3703) (-) m/z 57.05 100.00%

57
5000 85

113 24, 60 24 80 25. 00 25. 20
141 169 197
0...|,.~|.= llﬂ e 97 225 267 309 385 m/z 71.05 64.15%
m/z--> 50 10 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LA LI L L L L L L LB B

85 24,60 24.80 25.00 25.20
29 m/z 43.05 58.65%

o J‘L T 141 169 197 225 253 262
A e S T
miz--> 50 100 150 200 250 300 350
Abundance

57

24.60 24 80 25. 00 25.20

5000 85 m/z 85.10 45.63%
. 29 13 141 160 107 225 253 281 310
— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane S RRRAnE s RS e

57 24.60 24.80 25.00 25.20
m/z 55.00 20.65%

113
29 ] || 77,141 169 107 225 267 205 365 393

m/z--> 50 100 150 200 250 300 350 24. 60 24 80 25. 00 25. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.04 6.37 ng 406866 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 3906 (26.039 min): BG040356.D (-3895) (-) m/z 57.05 100.00%
57
5000 85 /\T
P o TR
113 149 25.80 26.00 26.20 26.40
ol AT 1 183208 253 206 3o 38 | s 71 10 63530
miz-> 0 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85
25.80 26.00 26.20 26.40
m/z 43.05 56.86%
0 M h || Jlﬁ31141 183 211 239 267 296
miz-> 0 50 100 150 200 250 300 350 400
Abundance
57
 25.80 26.00 26.20 26.40
5000 85 m/z 85.05 49_.88%
29
. 113 141 169 197 205 253 206
miz-> 0 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R BRI
57 25.80 26.00 26.20 26.40
m/z 55.00 25.93%
5000 85
13 14
ol 29/ |4 7] 241 169 197 225 253 281 309 337 365 393 422
miz-> 0 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample - K2210-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27 .40 3.76 ng 240461 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 4138 (27.402 min): BG040356.D (-4128) (-) m/z 57.05 100.00%
g7
5000 85
113 27.00 27.20 27.40 27.60 27.80
141169 197
0 ...‘.,...J.ﬂ,él.i.e,.'..‘.-,.2.2:5. s e m/z 71.10 58.76%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57
5000 85
27.00 27.20 27.40 27.60 27.80
m/z 43.00 53.62%
. 29 i hH M‘141;69197225253 295323 367
miz--> 0 55 100 150 260 250 300 350 460 4éo 560
Abundance
57
27.00 27.20 27.40 27.60 27.80
5000 85 m/z 85.05 44 .38%
o 113141169197225253281309337365 437
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4éo 560
Abundance #235973: Hexatriacontane
27.00 27.20 27.40 27.60 27.80
m/z 55.00 25.44Y%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040356.D

Acq On 4 Apr 2019 11:55

Operator : JU/SJ

Sample : K2210-02

Misc :

ALS Vial : 30 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 4.7 ng 94303 1 8.04 405034 20.0
unknown7 .58 7.58 78.6 ng 1591910 1 8.04 405034 20.0
1-Docosene 21.29 3.8 ng 240241 5 21.69 1279050 20.0
Heptacosane 21.83 2.1 ng 134796 5 21.69 1279050 20.0
Tricosane 22 .44 3.4 ng 220064 5 21.69 1279050 20.0
Octacosane 23.14 5.5 ng 350538 5 21.69 1279050 20.0
2-methyloctacosane 23.94 6.8 ng 436772 6 24.97 1277970 20.0
Eicosane 24 .90 7.0 ng 445713 6 24.97 1277970 20.0
Heptadecane, 2,6,... 26.04 6.4 ng 406866 6 24.97 1277970 20.0
Hexacosane 27.40 3.8 ng 240461 6 24.97 1277970 20.0
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