LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample - J5515-10

Misc :

ALS Vial : 5 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-BF101518.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

2.122 3 6 12 rVB 358602 520518 10.02% 1.065%
2.328 34 41 49 rVB 701060 912034 17.56% 1.867%
255 270 rBV 71363 141533 2.73% 0.290%
5.222 528 533 538 rvB 166676 195942 3.77% 0.401%
5.604 593 598 601 rBV 4983193 4818524 92.79% 9.862%

abrwNPE
w
(o))
(o0}
\l
N
()]
w

6.598 762 767 771 rBV 4911205 5193166 100.00% 10.629%
6.751 788 793 796 rBV 5041965 4962653 95.56% 10.157%
832 835 rBV 1904663 1472894 28.36% 3.015%
7.139 854 859 862 rBV 4132604 3898295 75.07% 7.979%
7.539 922 927 930 rBV 3458577 3129125 60.25% 6.404%

QO ~NO®
(9}
O
o0}
=
o0}
N
(o0}

11 8.263 1046 1050 1053 rBV 2214334 1827809 35.20% 3.741%
12 9.339 1228 1233 1236 rVB 5277220 5051941 97.28% 10.340%
13 9.728 1295 1299 1302 rVB 825321 637184 12.27% 1.304%
14 10.022 1345 1349 1353 rVB 1987601 1711931 32.97% 3.504%
15 10.810 1479 1483 1487 rBV 2525346 2113014 40.69% 4_.325%

16 11.510 1599 1602 1606 rBV 1497969 1395541 26.87% 2.856%
17 12.016 1683 1688 1698 rBv4 120587 205284 3.95% 0.420%
18 12.804 1817 1822 1833 rBV 201258 348140 6.70% 0.713%
19 13.098 1868 1872 1875 rBV 4131472 3699820 71.24% 7.572%
20 13.657 1964 1967 1970 rVB 95643 74739 1.44% 0.153%

21 13.980 2018 2022 2026 rBV2 383173 442579 8.52% 0.906%
22 14.157 2048 2052 2056 rBV 1737115 1558608 30.01% 3.190%
23 14.304 2073 2077 2080 rBV 248622 242376 4.67% 0.496%
24 14.610 2126 2129 2133 rBV 335482 300646 5.79% 0.615%
25 14.933 2180 2184 2188 rBV 360499 413273 7.96% 0.846%

26 15.010 2195 2197 2201 rVB 101547 92100 1.77% 0.189%
27 15.286 2241 2244 2251 rVB 430241 481809 9.28% 0.986%
28 15.692 2307 2313 2318 rBV2 1497112 2115620 40.74% 4 _.330%
29 16.162 2388 2393 2398 rVB 319577 492012 9.47% 1.007%
30 16.704 2481 2485 2492 rVB 227687 410101 7.90% 0.839%

Sum of corrected areas: 48859211
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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\BF101618\

BF109903.D

16 Oct 2018 14:20

JussJ

J5515-10

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF109903.D

5.60 6.600

7.14

7.54

6.98

5.22

0
Time-->

I
4.50 5.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF109903.D

13.10

10.81

8.26
10.02

11.51

9.73

L

0
Time-->

13.00

12.50

11.50

12.00

10.00

9.50 10.50 11.00

Abundance
5000000

4000000

3000000

2000000

1000000

0

13.66

TIC: BF109903.D

14.16 15.69

1461 1493 1529 16.16

13.98 || 14.30 5.01

Time-->

1
13.50

T
18.00 18.50

I
17.00 17.50

16.00 16.50

15.00

15.50

14.00 14.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 3

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

2.33 12.38 ng 912034 1,4-Dichlorobenzene-d4 6.98
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 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 41 (2.328 min): BF109903.D (-34) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 871
| 220 240 2.60 '
S 1 R PSS SR RN — (N Y 52 ¢ oo B o e Ko
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 L S
430 220 240 2.60
~ 55.0 87.0 m/z 55.05 28.40%
29.0
R R R R R RS R AR AR AR LA EARAS SRS
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 L N
220 240 2.60
5000 41.0 550 m/z 87.10 24 _39%
29.0
...,....,...\.\,‘....‘,;.‘..,..ln,....i\.:..,...;,...9.9-9..%1.2.-9.,..1.2:9,-9...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- T
3.0 220 240 2.60
m/z 41.10 13.48%
5000 550
43.0
27.0
150 |, M“\ | 850 980 1150

T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20

1
2.40 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 14

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

5.22 2.66 ng 195942 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 533 (5.222 min): BF109903.D (-528) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRS AR AR AR
83.0 480 5.00 5.20 5.40 5.60
e e e e e e e e m/z 59.00 52.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS LN UL I L
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 17.36%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 16.90%
SNSRI Y SO - LR VY-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.42%
5000
101.0
150 310 | BPg90 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 480 5.00 520 5.40 5.60

8270-BF101518_.M Wed Oct 17 15:04:30 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.75 Concentration Rank 1

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

6.75 67.39 ng 4962650 1,4-Dichlorobenzene-d4 6.98
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 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 793 (6.751 min): BF109903.D (-788) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 | 9%.0 S0 6k 680 7h0
- 54.0 . . . .
bbbl 780 | 10601170 L h7768.10  39.56%
m/z--> 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 LR U UL A
6.40 6.60 6.80 7.00
310 510 m/z 134.00 34 .03%
'”'m'”WJ'W””'P'”I”?hq”'v'”l”"'”'P'”I"”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.66%
41.0 97.0
‘ 20.0 117.0
|||||||||‘||‘||||‘||‘||||‘|‘il|||‘|‘|‘|‘|||||||‘|| |1|0|7|0||||‘||||||H||||||
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene s L
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.36%
5000
63.0 81.0
310 500 1l . | ‘\ 92010-}011%0 |
mz> % 4 B 8 8 80 100 10 130 10 10 '6.40 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 13
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.94 ng 205284 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1689 (12.022 min): BF109903.D (-1683) (-) m/z 43.05 100.00%
430 730
5000 129.1
97.1 213.1 B o R
1571 1851 256.2 1180 12.00 1220 12.40
m/z 73.00 99 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LR BRI BN SUUILN B

11.80 12.00 12.20 12.40

83.0 -
157.0 g5 2130 256.0 m/z 60.00 81.88%
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
a30 | 30
11.80 12.00 12.20 12.40
5000 m/z 57.05 77.52%
‘ o0 129.0 1710 214.0
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A L R REmms e
43.0 73.0 11.80 12.00 12.20 12.40
m/z 41.05 67 .85%
5000 129.0
15.0 \‘ ‘
”.“.”,”. A L R REmms e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.80 4.99 ng 348140 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1821 (12.798 min): BF109903.D (-1817) (-) m/z 43.10 100.00%
43.1 730
5000 WJLNJLNM
129.1
97.1 AR AR AR R
c1o 1891 L0, PP sgan | 12140 12160 12:80 13.00 13.20

S— m/z 73.00 85.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ;| 73.0
5000 129.0 L B o e e e
12.40 12.60 12.80 13.00 13.20
0
241.0 284.0 m/z 60.00 79.70%
207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
R EEARE mEs SRS
12.40 12.60 12.80 13.00 13.20
5000 129.0 m/z 57.10 75.95%
.1?.'?.‘; T .W T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid N e o
60.0 12.40 12.60 12.80 13.00 13.20
m/z 55.00 69.39%
5000 129.0
83.0
157.0 185.0 213.0 256.0
RS e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Octacosyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.98 5.68 ng 442579 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 2022 (13.980 min): BF109903.D (-2018) (-) m/z 57.10 100.00%
57.1
tt LN AU SUNILE
13.60 13.80 14.00 14.20
oA AL, 18212300 28008281 | m/z 43.10 77.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57.0
5000 AU UL UL R
11 0 13.60 13.80 14.00 14.20
m/z 55.10 62 .00%
| l L 169.0 236.0 292.0337.0 392.0437.0 588.0
m/z--> 50 100 150 200 250 300 350 460 450 500 550
Abundance #231356: Docosy! pentafluoropropionate
57.0
13.60 13.80 14.00 1420
5000 m/z 71.05 54 .90%
11.0
J ‘lx%GIO 2240  308.0353.0 454.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #236054: Heneicosy! heptafluorobutyrate AR B e
57.0 13.60 13.80 14.00 14.20
m/z 83.10 53.80%
| 1690 5050 294.0339.0 490.0
m/z--> 55 100 150 200 250 360 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .30 3.11 ng 242376 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tricosane 324 C23H48 000638-67-5 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2076 (14.298 min): BF109903.D (-2073) (-) m/z 57.05 100.00%
57.0
5000

99.0
14.00 14.20 14.40 14.60
| I l 155.1 231.1  276.1 309. .
iy J5P1 1062 2311 276130013422 m/z 43.10 60.42%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LA L L L L L L L L LB
14. 00 14. 20 14. 40 14. 60
99.0 m/z 71.05 59.72%
|.| Iy 410 1830 2250 267.0 3090  367.0
e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #164577: Tricosane
57.0
R RRERE
14.00 14.20 14.40 14.60
5000 m/z 85.05 44 .62%
324.0
210 ] l J 1110 1830 2250 2670 |
.... T I B e e e e I N
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane B
57.0 14.00 14.20 14.40 14.60
m/z 41.10 24.21%
5000
99.0
27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0

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\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.86 ng 300646 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eilcosane 282 C20H42 000112-95-8 95
3 Nonadecane 268 C19H40 000629-92-5 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2129 (14.610 min): BF109903.D (-2126) (-) m/z 57.10 100.00%
57.1
5000
ot 14.20 14140 14.60 14.80 15.00
141.1 324.1 . . . . )
oAl g itaes 2021 S2larop o sss1 g tOrTG 00 0h
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane

14.20 14,40 14.60 14.80 15.00
9.0 m/z 43.10 65.45%

141.0183.0225.0 296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #129490: Eicosane
57.

5000

14.20 14.40 14.60 14.80 15.00
m/z 85.10 51.24%

5000

0
| | 1“%%%%0%%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane L B B
14.20 14.40 14.60 14.80 15.00
m/z 55.00 26.36%

5000

©141.0183.0225.0268.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Octadecane, 5,14-dibutyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.91 ng 413273 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 93
2 Tricosane 324 C23H48 000638-67-5 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2183 (14.927 min): BF109903.D (-2180) (-) m/z 57.10 100.00%
5%.1
5000
90.1 14160 14580 1500 1520
141 1 : : : :
—— ,I. W | g 1441 18212100238.12671 3081 3452 3872 71 10 61.37%
m/z--> 50 100 150 200 250 300 350
Abundance #194506: Octadecane, 5,14-dibutyl-
43.0 71.0
5000 L UM SN SO SUMLES
1460 1480 15.00 15.20
126.0 m/z 43.10 59.05%
Il I II 155 0183 0 2250 266.0 30?'0338.0367.0
m/z--> 100 150 200 250 300 350
Abundance #164579: Tricosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 44 .66%
290} | giOJ 1410 197.02250 2670 210
m/z--> 50 H 100 150 "200" ' 550" 300 30
Abundance #185535: Heptadecane, 9-octyl- B T
57.0 14.60 14.80 15.00 15.20
m/z 55.05 21.05%
5000
99.0
J‘.Jﬁtmﬁlwo 239056702960 352.0
m/z--> 50 100 150 200 250 300 350 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 2-Bromo dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.29 4.55 ng 481809 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2245 (15.292 min): BF109903.D (-2241) (-) m/z 57.10 100.00%
57.1
5000 85.1
271 15.00 15.20 15.40 15.60
. A JI L2, 169.2197.1226.0256.1 2991 31 3732 | psr 7110 63, 15%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
5000 LRI UL BRI BRI UL
85.0 15.00 1520 15.40 15.60
160.0 m/z 43.10 58.77%
B W G 7Y T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 15,00 15,20 1540 15.60
5000 ‘ m/z 85.10 47 .12%
ZHOJ L P30 1690 2110 2530 2960
m/z--> 55 160 1éo 200 250 300 3%0
Abundance #152416: Tridecane, 1-iodo- LI L L L LB B
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22.37%
5000 85.0
28.0
183.0
Ly ‘ || fero T 310.0
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 300 3&1;0 15 Ioo 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109903.D

Aca On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample : J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.16 4.65 ng 492012 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Hexacosane 366 C26H54 000630-01-3 93
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2393 (16.162 min): BF109903.D (-2388) (-) m/z 57.10 100.00%
57.1
5000 )\\N\/\M
9ot 15.80 16.00 16.20 16.40
41.1 - : - -
ol L L ddy 241 1971 239157313082 3440 3792 m/z 71.10  64.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 A AL SR B B
15.80 16.00 16.20 16.40
99.0 m/z 43.10 59.53%
' 1540163 o 239.0 281.0
1""""l'J''J"lll"l""llI;L i [rrr frrrr T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 49 .75%
196.0
bk A e 1670 | | 239.0 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L B LB L N L B
57.0 15.80 16.00 16.20 16.40
m/z 55.05 21.52%
o A/\/'\M/\/AW’
99.0
L ! ” 140 1830 225.0 267.0 309.0 3670
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101618\
Data File : BF109903.D

Acq On : 16 Oct 2018 14:20

Operator : JU/SJ

Sample - J5515-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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... 2.33 12.4 ng 912034 1 6.98 1472890 20.0
2-Pentanone, 4-hy... 5.22 2.7 ng 195942 1 6.98 1472890 20.0
unknown6.75 6.75 67.4 ng 4962650 1 6.98 1472890 20.0
n-Hexadecanoic acid 12.02 2.9 ng 205284 4 11.52 1395540 20.0
Octadecanoic acid 12.80 5.0 ng 348140 4 11.52 1395540 20.0
Octacosyl heptafl... 13.98 5.7 ng 442579 5 14.16 1558610 20.0
Hexacosane 14.30 3.1 ng 242376 5 14.16 1558610 20.0
Heneicosane 14.61 3.9 ng 300646 5 14.16 1558610 20.0
Octadecane, 5,14-... 14.93 3.9 ng 413273 6 15.69 2115620 20.0
2-Bromo dodecane 15.29 4.5 ng 481809 6 15.69 2115620 20.0
Eicosane, 10-methyl- 16.16 4.7 ng 492012 6 15.69 2115620 20.0
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