LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114284.D

Aca On : 15 May 2019 14:48

Operator : JU/SJ

Sample : K2837-01

Misc :

ALS Vial : 8 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-BF051019.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 2.110 3 4 23 rVB 1072741 1223102 24.45% 2.497%
2 5.481 573 577 594 rBV 4394401 4706192 94.07% 9.609%
3 6.492 745 749 767 rBVY 4521507 5003021 100.00% 10.216%
4 6.622 767 771 775 rBV 4783211 4753358 95.01% 9.706%
5 6.845 806 809 813 rBVY 1507147 1284238 25.67% 2.622%
6 7.004 832 836 840 rBY 4094554 3510599 70.17% 7.168%
7 7.410 900 905 917 rBV 3192146 3098807 61.94% 6.327%
8 8.128 1023 1027 1044 rBV 1758677 1643800 32.86% 3.356%
9 9.204 1206 1210 1213 rBV 5440187 4727322 94.49% 9.653%
10 9.598 1273 1277 1289 rBV 568295 578435 11.56% 1.181%

11 9.886 1322 1326 1336 rVB 1884599 1821842 36.41% 3.720%
12 10.674 1456 1460 1476 rBV 3521320 3339598 66.75% 6.819%
13 11.368 1574 1578 1589 rBV 2068270 2011912 40.21% 4.108%
14 11.892 1664 1667 1680 rBvV2 229324 274991 5.50% 0.561%
15 12.680 1797 1801 1808 rBV2 39445 60998 1.22% 0.125%

16 12.951 1843 1847 1851 rBV 4947281 4756608 95.07% 9.712%
17 13.521 1938 1944 1946 rBV2 41751 54296 1.09% 0.111%
18 13.851 1996 2000 2015 rBV 400355 659810 13.19% 1.347%
19 14.015 2024 2028 2042 rVB 1844940 1884057 37.66% 3.847%
20 14.174 2051 2055 2060 rBV 113547 109209 2.18% 0.223%

21 14.492 2104 2109 2112 rBV 183405 202357 4._.04% 0.413%
22 14.798 2157 2161 2166 rBV 235141 262521 5.25% 0.536%
23 15.139 2215 2219 2225 rBV 284814 304309 6.08% 0.621%
24 15.509 2277 2282 2291 rBV 1490987 2086083 41.70% 4._.260%
25 15.951 2352 2357 2364 rVB 215031 324415 6.48% 0.662%

26 16.456 2438 2443 2454 rVB2 121563 221802 4.43% 0.453%
27 17.045 2540 2543 2549 rVB 41179 70728 1.41% 0.144%

Sum of corrected areas: 48974410
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\

BF114284.D

15 May 2019 14:48

Jus/sJ

K2837-01

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF114284.D

6.62

5.48 6.49

7.00

6.85

7.41

0
Time-->

I I
4.50 5.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF114284.D

10.67

11.37

8.13 9.89

9.60

|

11.89

12.68

O
Time-->

12.00 12.50

10.50

9.50 10.00 11.00 11.50

13.00

Abundance

5000000

4000000

3000000

2000000

1000000

13.52

TIC: BF114284.D

14.02
15.51

13.85 15.14
1417 1449 1480 1595 16.46 17.04

A

Time-->

R
13.50

T
18.00

16.50

17.00

I
17.50

15.50 16.00

14.00

14.50 15.00

18.50

8270-BF051019.

M Thu May 16 14:42:54 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114284.D

Aca On : 15 May 2019 14:48

Operator : JU/SJ

Sample : K2837-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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.

2.11 19.05 ng 1223100 1,4-Dichlorobenzene-d4 6.85
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 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 4 (2.110 min): BF114284.D (-3) (-) m/z 73.10 100.00%
741

]

5000 431
55.1 87.1
| 2.20 2.30 2.40 2.50
Obrrprrrrrrrr et e et e || M7z 43.10 0 45429
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 LI L L L L N L L BN |
43.0 2.20 2.30 2.40 2.50
5580 87.0 m/z 55.10 28.89%
29.0
Ottt e e e e e e e e e
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 R e o RAREEEEE Y
2.20 2.30 2.40 2.50
5000 410 55.0 m/z 87.10 26.71%
29.0
o U, ‘ IX w ‘ 97.0 112.0 129.0
R o R o R B e R AR RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol A m A
73.0 2.20 2.30 2.40 2.50
0
550 m/z 41.10 16.95%
43.0
5000
270
15.0 ‘ H
0...”...J‘”...”...” e A mamas R A
T | T T T | T T T T T T T T T T T T
m/z--> 10 30 40 50 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114284.D

Aca On : 15 May 2019 14:48

Operator : JU/SJ

Sample : K2837-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.62 Concentration Rank 1

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

6.62 74.03 ng 4753360 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 771 (6.622 min): BF114284.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sio || B0 6% om0 6k0 6B) 700
o R/ NSNS 1 P .- 71— | N m/z 68.10 44.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR S UL R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.64%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.93%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole e EERasEaEEE )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.12%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114284.D

Aca On : 15 May 2019 14:48

Operator : JU/SJ

Sample : K2837-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.73 ng 274991 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1667 (11.892 min): BF114284.D (-1664) (-) m/z 43.05 100.00%
430 730
5000
129.1 khw&thﬁw
97.0 R
1711 2131 256.1 1160 1180 12.00 12.20
0 m/z 73.00 86.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  83.16%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 UL AL SR SN B
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.05 72.24%

0.1.5.'?.‘.‘..‘i‘a‘.. r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #95851: Pentadecanoic acid e o e D
43.0 73.0 11.60 11.80 12.00 12.20

m/z 57.05 70.80%

150L‘\‘ NVMMNMWMAJk“thwwqu

0...,....“‘.. AR R EEE s n e

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

5000 129.0
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
: BF114284.D

: 15 May 2019 14:48

: JU/SJ

: K2837-01

8 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecyl trifluoroacetate

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.85 7.00 ng 659810 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
2 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 90
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
Abundance Scan 2000 (13.851 min): BF114284.D (-1996) (-) m/z 57.10 100.00%
57.1
o #JJL
. RN S SR B
13.60 13.80 14.00 14.20
53.0
oAl 133081 2810 m/z 43.05 87.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194196: Octadecyl trifluoroacetate
57.0
5000 LR SN SIS SURBURA U
11.0 13.60 13.80 14.00 14.20
m/z 55.05 73.40%
0 J 1]‘5‘4-0196.0 252.0297.0 348.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240356: Hexacosy! heptafluorobutyrate
57.0
1360 13.80 14.00 14.20
5000 110 m/z 83.05 61.06%
ol 1, 1{530195023702800322036404090 560.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222139: Nonadecy! pentafluoropropionate R T T T
57.0 13.60 13.80 14.00 14.20
m/z 97.05 59.02%
5000 11.0
ol 1, \ l 153.0196.0  266.0311.0 412 0
m/z--> 55 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20

8270-BF051019.M Thu May 16 14:42:57 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114284.D

Aca On : 15 May 2019 14:48

Operator : JU/SJ

Sample : K2837-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.15 ng 202357 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2109 (14.492 min): BF114284.D (-2104) (-) m/z 57.05 100.00%
5%.0
9.0 1420 1440 14160 1450
141.1 : : : :
o — ,I.-! A g 2oL 1071 2391 2831 3242 m/z 43.10 63.17%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 LRI UL B UL B
Mmmmmmmm
99.0 324.0 m/z 71.10 61.52%
‘] “1“°m%2%o%m '
(o A A L BN WU S WU
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 44 .48%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane R e
57.0 14.20 14.40 14.60 14.80
m/z 55.05 21.97%
5000
99.0
oL 20 J ;\ | }41 -0 1830 2250 2810  337.0  394.0
m/z--> 5'0 100 1&1,0 2(')0 25'30 3(')0 3&'30 ' 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114284.D

Aca On : 15 May 2019 14:48

Operator : JU/SJ

Sample : K2837-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.52 ng 262521 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Pentadecane 212 C15H32 000629-62-9 91
Abundance Scan 2161 (14.798 min): BF114284.D (-2157) (-) m/z 57.05 100.00%
57.0
5000
99.1 LRI DAL DA BN BN

14.40 14.60 14.80 15.00 15.20
I 1411 1331
ok, |, A4 241 18312132 2531 2031 m/z 43.05 64.41%

m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 TT T T[T T I T [T T T T[T T TT[TT
14. 40 14 60 14. 80 15. 00 15 20
m/z 71.10 60.87%
990
. 27,}0|‘ L L, 1410 1830 2250 2820
e A o e I B ML B e e o e B
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
T EERREEE S SR
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 44 .18%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T T T T
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.10 21.42%
5000
27,0 990 1410
0 I 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 14. 40 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114284.D

Aca On : 15 May 2019 14:48

Operator : JU/SJ

Sample : K2837-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.92 ng 304309 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
Abundance Scan 2219 (15.139 min): BF114284.D (-2215) (-) m/z 57.10 100.00%
57.1
5000 l
1411 14.80 15.00 15.20 15.40
0 S l ll Lot 8212112 24902810 ' “n/z 43.10  61.89%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 L UL SULE B IR
14.80 15.00 15.20 15.40
m/z 71.05 59.21%
0 27,0 | ,9%01 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.05 42.83%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 50 100 15 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl- L BLSLELALN UL B B L B
43.0 14.80 15.00 15.20 15.40
m/z 41.05 20.24%
5000 85.0
ol } |y 1270 1690 7023905650 330
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114284.D

Aca On : 15 May 2019 14:48

Operator : JU/SJ

Sample : K2837-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.95 3.11 ng 324415 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane 310 C22H46 000629-97-0 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2357 (15.951 min): BF114284.D (-2352) (-) m/z 57.10 100.00%
57.1
5000 ﬁj\VMN,,N,\,_‘/\J\h_~“~w*_,~/
99.0 15,60 15.80 16.00 16.20
1411 207.0 : : : :
0|, lll T YA e e . .-\ m/z 71.05 63.15%
m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
57.0
5000 L AR RIS UG SR B
15 60 15. 80 16. 00 16.20
268.0 m/z 43.10 58.15%
27‘0 ] ] 1410 1830 250
0ty f | ! L WL B WL
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 44 .32%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 350 '
Abundance #209566: Octacosane B e B e e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.43%
-~ MM«WJ
99.0
0 27,00 | | | | 141 0 183. 0 225.0 281.0 337.0 394.0
m/z--> % 1& 1m 2m 250 3& 350 ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114284.D

Aca On : 15 May 2019 14:48

Operator : JU/SJ

Sample : K2837-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.13 ng 221802 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2444 (16.462 min): BF114284.D (-2438) (-) m/z 57.05 100.00%
57.0
5000 \MJ\RW
9.0 1620 16.40 16.60 16.80
3901691 . . . .
ol LA pld g 908t 080 ae1 oS08 65, 35%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LI UL BRI SULBLLN UL
mmmmmmmm
99.0 m/z 43.00 58.54%
o 27‘r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0
1620 16.40 16.60 16.80
5000 m/z 85.05 46.25%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 350 '
Abundance #105885: Octadecane B B e AR
57.0 16.20 16.40 16.60 16.80
m/z 55.10 19.42%
- LfMVWW“MNNWWW/\MNNMMMNW/MVTMW
99.0
oL 2T L ‘1M0mw2mwmo
m/z--> m 1& 1m 2& 2% 3& 3m ' mmmmmmmm

8270-BF051019.M Thu May 16 14:43:00 2019 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051519\
Data File : BF114284.D

Acq On : 15 May 2019 14:48

Operator : JU/SJ

Sample - K2837-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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... 2.11 19.1 ng 1223100 1 6.85 1284240 20.0
unknown6 .62 6.62 74.0 ng 4753360 1 6.85 1284240 20.0
n-Hexadecanoic acid 11.89 2.7 ng 274991 4 11.37 2011910 20.0
Octadecyl trifluo... 13.85 7.0 ng 659810 5 14.02 1884060 20.0
Tricosane 14 .49 2.1 ng 202357 5 14.02 1884060 20.0
Eicosane 14.80 2.5 ng 262521 6 15.51 2086080 20.0
Heptacosane 15.14 2.9 ng 304309 6 15.51 2086080 20.0
Nonadecane 15.95 3.1 ng 324415 6 15.51 2086080 20.0
Octacosane 16.46 2.1 ng 221802 6 15.51 2086080 20.0
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