LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On > 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 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 F\METHODS\8270-BF110818 .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 2.222 18 23 37 rVB 1066322 1401906 75.49% 8.874%
2 3.093 166 171 178 rBV 16833 27172 1.46% 0.172%
3 5.563 587 591 612 rBY 1485059 1463594 78.81% 9.264%
4 6.569 758 762 783 rBV2 1340185 1857026 100.00% 11.754%
5 6.716 783 787 790 rBVY 1701533 1498385 80.69% 9.484%
6 6.945 823 826 832 rBV 500299 410426 22.10% 2.598%
7 6.992 832 834 838 rvv 25545 23298 1.25% 0.147%
8 7.104 849 853 867 rBVY 1184460 1136746 61.21% 7.195%
9 7.510 918 922 933 rBV 914643 848542 45.69% 5.371%
10 7.663 945 948 952 rVB 34060 27957 1.51% 0.177%

11 8.227 1040 1044 1060 rBV 534408 479143 25.80% 3.033%
12 9.298 1222 1226 1236 rBV 1610370 1395383 75.14% 8.832%
13 9.692 1289 1293 1300 rBV 421723 351267 18.92% 2.223%
14 9.986 1339 1343 1350 rVB 538934 441237 23.76% 2.793%
15 10.780 1474 1478 1487 rBV 645186 658953 35.48% 4.171%

16 11.480 1593 1597 1605 rVB 443741 396795 21.37% 2.512%

17 11.980 1680 1682 1689 rBv4 19503 28593 1.54% 0.181%
18 13.062 1862 1866 1869 rBV 1538863 1251456 67.39% 7.921%
19 13.609 1956 1959 1966 rVB4 20528 29886 1.61% 0.189%

20 13.939 2011 2015 2024 rBV 298568 405760 21.85% 2.568%

21 14.133 2044 2048 2053 rBvV 449332 419724 22.60% 2.657%

22 14.257 2066 2069 2075 rVB 57670 55731 3.00% 0.353%
23 14.562 2118 2121 2124 rBV 98116 98401 5.30% 0.623%
24 14.880 2171 2175 2179 rBV 140008 139148 7.49% 0.881%
25 14.956 2185 2188 2192 rVB 66741 70696 3.81% 0.447%

26 15.227 2230 2234 2239 rBV 143789 156935 8.45% 0.993%
27 15.621 2297 2301 2304 rBV 138315 185374 9.98% 1.173%
28 15.656 2304 2307 2314 rVB 204907 267109 14.38% 1.691%
29 16.080 2374 2379 2385 rBV 100172 146973 7.91% 0.930%

30 16.609 2464 2469 2474 rVB2 52904 89908 4.84% 0.569%
31 17.233 2570 2575 2580 rBV5 18090 34953 1.88% 0.221%
Sum of corrected areas: 15798477
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

BF110629.D
9 Nov 2018 15:57
JussJ
J5832-02
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

2.22
1000000

500000

I

TIC: BF110629.D

5.56

72

6.57

6.95

7.10

7.51

0

Time-->

5.00

e

7.50

Abundance

1500000

1000000

500000

TIC: BF110629.D

10.78

8.23 9.99

11.48

11.98

13.06

0
Time-->

11.50

10.00 10.50 11.00

12.00

12.50

13.00

Abundance

1500000

1000000

500000

0

13.61

TIC: BF110629.D

14.13
13.94

15.66

14.88 15.23 15.62
4.96

14.56 16.08

14.26 16.61

17.23

Time-->

™1
13.50

17.00

15.50

I
16.00 16.50

14.00

14.50

15.00

17.50

18.00

18.50

8270-BF110818.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On : 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2

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

2.22 68.31 ng 1401910 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 23 (2.222 min): BF110629.D (-18) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 871
| 2.20 2.30 2.40 2.50 2.60
o R 1 S A R ——— S Y 2 E T o[- K O L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.10 30.06%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 25.96%
29.0
o L ‘ Al w ‘ . 99.0 112.0 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
3.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 14 _.37%
5000 550 /\g
43.0
27.0
ol 150 ), M“\ J L 850 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On : 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.72 73.02 ng 1498390 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 788 (6.722 min): BF110629.D (-783) (-) m/z 132.00 100.00%
132.0
5000
68.1 {
200 540 360 J Tk 5k ok b0
o el "m/z 134.00 33.88Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BLAAEAN SRR SRR AR
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 32.40%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Ti 5k ok 1o
5000 980 1160 m/z 66.00 20.47%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 12_.57%
117.0
5000
91.0
A
0 IN"'f'“N'NN"NW'“*'VM"”I'P"I""I""I"" BLAAEAN SR SR AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On : 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 19.33 ng 405760 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance . Scan 2015 (13.939 min): BF110629.D (-2011) (-) m/z 57.10 100.00%
11 830
5000 1111
AUV SN SRR
139.1 13.60 13.80 14.00 14.20
- J.'..,-1.65.”.1.96,2....,....,....,. m/z 43.10 87.44%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 UL SN IR
13.60 13.80 14.00 14.20
29.0 125.0 m/z 55.05 86.89%
o | | | 2540 19602240 2690 3200
m/z--> 50 160 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
57.0
970 13.60 13.80 14.00 14.20
5000 m/z 83.05 79 .48%
29.0 125.0
o J A ‘ ‘ | J\ 1540132021002380 2830 334.0
m/z--> 5 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate L B
57.0 13.60 13.80 14.00 14.20
m/z 97.10 71.22%
5000
0.0 1250
0 L Il ‘ | 1 ‘15401820 224025;0 297.0 3430
m/z--> 50 200 250 ﬁo 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On : 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.26 2.66ng 55731  Chrysene-d12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 87

2 Nonadecane
3 Dodecane.

4 Hexacosane
5 Tetratetracontane

1-1odo-

268 C19H40
296 C12H251
366 C26H54
619 C44H90

000629-92-5 83
004292-19-7 83
000630-01-3 80
007098-22-8 64

Abundance Scan 2070 (14.262 min): BF110629.D (-2066) (-) m/z 57.05 100.00%
57.0
) T
128.1 169.1 211.1 2810 14.00 14.20 14.40 14.60
0! : m/z 43.05 85.38%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 TT T[T T T T[T T rrrrrrr1
14.00 14.20 14.40 14.60
99.0 m/z 71.05 69.58%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
el iy T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
T
14.00 14.20 14.40 14.60
5000 m/z 85.10 67 .35%
0 27“.0“ | 9? OJ 141 0 183 0 2250 268 0
I e e e e B B IR A o B e e o e e B
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo- B BREEE B B
57.0 14.00 14.20 14.40 14.60
m/z 41.00 33.06%
5000
99.0 155.0
N N T S
m/z--> 50 100 150 200 250 300 350 14.00 14 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On : 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .56 4.69 ng 98401 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2121 (14.562 min): BF110629.D (-2118) (-) m/z 57.10 100.00%

517.1
5000 :

14.20 14.40 14.60 14.80
m/z 43.10 59.27%

141.1

o 169.1 197.1215.1 239.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59882: Tetradecane
57.0

g

5000

14.20 14.40 14,60 14.80
m/z 71.10 56.05%

1130 141.0 1690 198.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
R e S EEEE
85.0 14.20 14.40 14.60 14.80
5000 m/z 85.10 47.93%
29.0
,,,,,,,,, EEEEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83026: Hexadecane BN B EEEaaEE T
57.0 14.20 14.40 14.60 14.80
m/z 41.00 20.65%
h T M’J\“AJ\A"
0 29‘0“ ‘\ H\ 1A H‘ 1130\\ 1410 ! 169.0 1970 2260
R B I o o o e N REEEE RS s o e S e SR RRR R R e S EEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On : 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.88 6.63 ng 139148 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Docosane 310 C22H46 000629-97-0 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2175 (14.880 min): BF110629.D (-2171) (-) m/z 57.10 100.00%

5000

1411 183.1 2952 14.60 14.80 15.00 15.20
: : m/z 43.05 65.86%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane

14,60 14.80 15.00 15.20
m/z 71.10 60.87%

5000

141.0 183.0 225.0 267.0 338.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0
L RN A
14.60 14.80 15.00 15.20
5000 m/z 85.10 48 _47%
99.0
oL ||, 141.0 183.0 225.0 2670 310.0
A a ma  Ea  H  man m
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane R B B
57.0 14.60 14.80 15.00 15.20
m/z 41.05 23.72%
5000
99.0
ol | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
T T T T T e e T s R o
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On : 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .96 5.29 ng 70696 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 90
3 Saualene 410 C30H50 000111-02-4 90
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 78
Abundance Scan 2189 (14.962 min): BF110629.D (-2185) (-) m/z 69.10 100.00%
69.1
1301 1760 1980 15,00 1550
05.0 167.0199.1 235.1 282.1
[ l-| |'ll Iy M#Jﬁﬁﬁ‘ﬂﬂ—*‘ﬂ—ﬁ—v—ﬁ—ﬁ—vﬂ—v—ﬁﬂ—vﬂ—ﬁ—r m/z 81.05 54 _28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 R B B U SR B
14.60 14.80 15.00 15.20
m/z 41.00 25.35%
137.0
0 29.0[ L 107.0 | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
14.60 14.80 15.00 15.20
5000 m/z 136.10 11.55%
29.0
123.0
AR £
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0 14.60 14.80 15.00 15.20
m/z 95.05 10.74%
5000
137.0
29.0t 4| 3[070 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On : 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 5
R.T. EstConc Area Relative to ISTD R.T.
15.23 11.75 ng 156935 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2235 (15.233 min): BF110629.D (-2230) (-) m/z 57.10 100.00%
57.1
5000 J J
99.0 L UM SR B B
41.1 15.00 15.20 15.40 15.60
 — ,I. . Jl', Liiseiissl 0 h77 71.05  59.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 LR UL SRR UL
mmmmmmmm
m/z 43.10 57.46%
oL, || P9° 1410 1830 2050 2820
m/z--> 55 160 1éo 260 250 360 3%0 460 '
Abundance #223851: Hentriacontane
57.0
" 15.00 15.20 15.40 15.60
5000 m/z 85.10 42 .60%
99.0
ol Il )1 140 183.0 2250 2670 309.0 351.0 393.0 436.0
m/z--> 55 160 1éo 260 250 360 3%0 460 '
Abundance #141426: Heneicosane R B i
57.0 15.00 15.20 15.40 15.60
m/z 41.05 21.47%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> 55 160 1éo 260 250 360 3%0 460 ! 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110629.D

Aca On : 9 Nov 2018 15:57

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.23 2.62 ng 34953 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 47
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 47
3 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 47
4 1-lodoundecane 282 C11H23l 004282-44-4 43
5 Dodecane 170 C12H26 000112-40-3 43

Abundance Scan 2575 (17.233 min): BF110629.D (-2570) (-) m/z 57.05 100.00%

57.0

5000

17.00 17.20 17.40 17.60

0 m/z 71.10 68.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L LB
17.00 17.20 17.40 17.60
m/z 85.10 50.91%
29.0 130 1410
o U 1410 1690 197.0 2250 253.0 2960
RN R o R E e  E R AREANERSERTIRAL RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38344: Decane, 3,8-dimethyl-
57.0
R e EEEEE e
17.00 17.20 17.40 17.60
5000 m/z 43.05 42 .86%
85.0
200 113.0
141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82843: Borane, diethyl(decyloxy)- B REEREESEET
57.0 17.00 17.20 17.40 17.60
m/z 55.00 35.67%
85.0
5000
141.0
o 290| ‘ 169.0 197.0 226.0
.”P.”P.”,””,”.q”.w.”q.“..“..”..”...u..” R RRE NN R e EEEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110629.D

Acq On > 9 Nov 2018 15:57

Operator : JU/SJ

Sample - J5832-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.22 68.3 ng 1401910 1 6.95 410426 20.0
3-Chloro-6-fluoro. .. 6.72 73.0 ng 1498390 1 6.95 410426 20.0
Trifluoroacetoxy ... 13.94 19.3 ng 405760 5 14.13 419724 20.0
Octacosane 14.26 2.7 ng 55731 5 14.13 419724 20.0
Tetradecane 14.56 4.7 ng 98401 5 14.13 419724 20.0
Tetracosane 14.88 6.6 ng 139148 5 14.13 419724 20.0
Supraene 14.96 5.3 ng 70696 6 15.66 267109 20.0
Eicosane 15.23 11.8 ng 156935 6 15.66 267109 20.0
Heneicosane 17.23 2.6 ng 34953 6 15.66 267109 20.0
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