LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\

Data File : BF092726.D

Aca On : 2 Feb 2017 2:36 Instrument :
Operator : SJ/MA ?:'l\:gﬁ't:Sam ol
3?22Ie ; 11597-20 SBA&COME
ALS Vial : 24 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:\HPCHEM1I\BNA F\METHODS\8270-BF013017.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 5.127 263 266 269 rBVY 1240630 1811335 41.86% 4_.972%
2 5.561 301 304 306 rBVY 3217809 4076851 94.22% 11.191%
3 6.544 387 390 391 rBV 31230 43778 1.01% 0.120%
4 6.590 391 394 396 rVV 3100356 4327030 100.00% 11.878%
5 6.716 402 405 407 rBV 3954659 3780053 87.36% 10.376%
6 6.944 423 425 427 rBV 1197667 1032760 23.87% 2.835%
7 7.104 436 439 441 rBVY 2749114 2962668 68.47% 8.133%
8 7.504 472 474 477 rBV 1770468 2552851 59.00% 7.008%
9 8.236 535 538 540 rBVY 1493367 1364383 31.53% 3.745%
10 9.310 630 632 635 rBY 3192104 3682921 85.11% 10.110%
11 9.425 640 642 644 rVB2 60405 77935 1.80% 0.214%

12 9.710 665 667 669 rBv 729672 625956 14.47% 1.718%
13 9.996 689 692 694 rBV 1359797 1154420 26.68% 3.169%
14 10.419 728 729 731 rVB 56078 50178 1.16% 0.138%
15 10.785 758 761 764 rBV 1629270 1593781 36.83% 4_375%

16 10.899 769 771 774 rVV 71493 91732 2.12% 0.252%
17 11.345 808 810 811 rBV 84814 70805 1.64% 0.194%
18 11.482 820 822 826 rBV 1105938 1016986 23.50% 2.792%
19 11.722 840 843 846 rBV3 51766 104978 2.43% 0.288%

20 11.768 846 847 850 rvB 95420 95744 2.21% 0.263%
21 12.179 881 883 885 rBV 52199 50527 1.17% 0.139%
22 12.568 914 917 919 rBV 43894 51786 1.20% 0.142%

23 12.694 926 928 931 rVB 127069 109514 2.53% 0.301%
24 12.922 946 948 951 rVB 112941 114684 2.65% 0.315%
25 13.071 958 961 963 rBV 2158705 2471325 57.11% 6.784%

26 13.985 1038 1041 1044 rBV5 33080 97942 2.26% 0.269%
27 14.122 1050 1053 1054 rBV 794138 940201 21.73% 2.581%
28 14.145 1054 1055 1058 rVB 60840 53009 1.23% 0.146%
29 14.579 1091 1093 1096 rBV3 33483 54875 1.27% 0.151%
30 15.162 1141 1144 1147 rBV2 70765 162813 3.76% 0.447%
31 15.231 1147 1150 1152 rVvV 50297 69186 1.60% 0.190%
32 15.528 1173 1176 1178 rBV 47553 93217 2.15% 0.256%
33 15.585 1178 1181 1188 rVB 621436 1001406 23.14% 2.749%
34 16.042 1219 1221 1224 rBV 57258 90583 2.09% 0.249%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.557 1263 1266 1274 rVB3 54188 160896 3.72% 0.442%
36 17.151 1315 1318 1323 rVB 55798 141355 3.27% 0.388%

37 17.848 1376 1379 1384 rVB2 41164 109036 2.52% 0.299%
38 18.683 1448 1452 1460 rVB4 32526 139507 3.22% 0.383%

Sum of corrected areas: 36429007
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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:\HPCHEMI\BNA F\DATA\BF020117\

BF092726.D

2 Feb 2017 2:36

SJ/MA

11597-20

24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF092726.D

5.56

5.13

6.59

72

7.10

7.50

Ot
Time-->

5.00

ILI

T
7.00

—T1
7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF092726.D

9.31

8.24 10.78
i 10.00

11.48

9.42

LA
LI B

7
10.42 0.90 11.34 11&?

12.18

13.07

1 42.6912.92

T
Time--> 8.00

8.50

9.00

9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

0

15.59
500000
13.984.15 14.58 1333 15. 16.04 16.56 17.15

TIC: BF092726.D

14.12

17.85

18.68

Time-->

14.00

14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 35.08 ng 1811340 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 266 (5.127 min): BF092726.D (-263) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 AR RS SRR AR
4.80 5.00 5.20 5.40
Oty 510Nl 690 831 | hr T B9 10 54.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RS SRR AR
4.80 5.00 5.20 5.40
59.0 1010 m/z 58.00 15.39%
0 21.0 350, | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 101.10 15.18%
41.0
29.0 101.0
0"|""|""|""|"'§q9"'|'"'Zﬁq'l'gqpl""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- L RR R B
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.73%
5000
410 101.0
o150 30 7] 10, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.72 Concentration Rank 1

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

6.72 73.20 ng 3780050 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 405 (6.716 min): BF092726.D (-402) (-) m/z 132.10 100.00%
132.1
5000 68.1
96.1 SRS SRR S SR
401 4 | 6.40 6.60 6.80 7.00
Ot bl 8L | ig81uizo W s T e 0 42.91%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " o o T
410 o o m/z 134.10 32.89%
0....,....,....,....,....,....,....,....,.1.0.7.0....|....|... -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 o4 ok ok 7ho
5000 ' m/z 66.10 27.74%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R AmamEm e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.75%
5000
33.0 44.0 0.0 105.0
0'"W""I”"“'”éﬁ?”'l"”?9'”I""P'M'ﬁ%ﬁpl”"l‘”' T USRS SRR S SR
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Cyclododecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.72 2.06 ng 104978 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 C12H24 000294-62-2 96
2 Hexadecane. 1.l1l-bis(dodecvloxv)- 595 C40H8202 056554-64-4 90
3 1-Tetradecanol 214 C14H300 000112-72-1 76
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 74
5 1-Nonadecanol 284 C19H400 001454-84-8 72
Abundance Scan 843 (11.722 min): BF092726.D (-840) (-) m/z 57.10 100.00%
57.1
5000
167.1
| 11140 11.60 11.80 12.00
o B I o o m/z 43.10 96.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #34706: Cyclododecane
55.0
5000 97.0 LS AN SRR BN R
1140 11.60 11:80 12.00
‘ 168.0 m/z 55.10 76.79%
Olls'ldll hhl T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
11140 11.60 11.80 12.00
5000 83.0 m/z 41.10 69.43%
o 140.0 183.0 222. 0257 0 408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #65757: 1-Tetradecanol R R mEEE
55.0 11.40 11.60 11.80 12.00
m/z 71.05 55.05%
97.0
5000
168.0
ol ‘,*‘.J.‘..,.“.lF?S.O,....,....,.... e — A AR
m/z--> 50 100 150 200 250 300 350 400 11/40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl13.99 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.99 2.08 ng 97942 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 49
2 1-Hexadecanol 242 C16H340 036653-82-4 47
3 Bromoacetic acid. tetradecvl ester 334 C16H31Br02 018992-01-3 47
4 Cvclohexane. 1.1"-I3-(3-cvclopen... 346 C25H46 055401-70-2 47
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 30

Abundance Scan 1041 (13.985 min): BF092726.D (-1038) (-) m/z 55.10 100.00%

5000

13.60 13.80 14.00 14.20 14.40
m/z 83.10 77.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17264: 1-Decene

13.60 13.80 14.00 14.20 14.40
m/z 97.10 67.61%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0 AUV A A BN
13.60 13.80 14.00 14.20 14.40
5000 m/z 57.10 67.17%
31.0 111.0

139.0 168.0 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134521: Bromoacetic acid, tetradecyl ester AR B
43.0 13.60 13.80 14.00 14.20 14.40

83.0 m/z 43.10 63.65%

5000

139.0 168.0 196.0

I 241.0
ey = = e

o

T I I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.16 3.25 ng 162813 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Benzolalpvrene 252 C20H12 000050-32-8 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 1144 (15.162 min): BF092726.D (-1141) (-) m/z 252.10 100.00%
252.1
5000
ssa 811 B el 2241 27412961 14.80 15.00 15.20 15.40
0 o L3 i m/z 250.10 25.93%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89816: Benzo[e]pyrene
252.0
5000

14.80 15.00 15.20 15.40
m/z 253.20 24.39%

125.0
50.0 74.0 99.0 | | 146.0 174.0 200.0 224.0

R A —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
R AREE T R
14.80 15.00 15.20 15.40
5000 m/z 125.10 13.68%
126.0
o 74.0 99.0 200.0 224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89817: Benzo[a]pyrene R R AR
252.0 14.80 15.00 15.20 15.40
m/z 126.00 13.58%
5000
126.0
ol 500 740 1000, | 149.0 1740 200.02240
e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.56 3.21 ng 160896 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 64
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 58
3 Pentacosane 352 C25H52 000629-99-2 58
4 Octacosane 394 C28H58 000630-02-4 58
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 58
Abundance Scan 1266 (16.557 min): BF092726.D (-1263) (-) m/z 57.10 100.00%
57.1
5000 85.1 \~Akﬁ“f*«_«,A/\\ﬁ\ﬂv_,NbN“wm,
l‘ | i ||11? 1411 100121822452 2872 3222 16.20 16.40 16.60 16.80
ob——i b e o e R m/z 71.10 60.10%
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane
57.0
w000 B0 1620 1600 1660 1650
29.0 m/z 43.10 47 .80%
0 \‘. il “\ \‘\ il ‘\‘113 0141 0 169.0 212.0
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
57.0
16.20 16.40 16.60 16.80
5000 85.0 m/z 85.10 44.24%
Tikes L/\/\/\/J\\/wv
0 170.0
m/z--> 55 160 150 200 250 300 350
Abundance #142112: Pentacosane AR B S
57.0 16.20 16.40 16.60 16.80
m/z 55.10 18.85%
5000 85.0
113.0
o229 | |y 401690 211.0239.0267.0 295.0 323.0 352.0
m/z--> 55 160 150 260 250 300 350 1620 1640 1660 1680 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.15 2.82 ng 141355 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 58
2 Tetracosane 338 C24H50 000646-31-1 58
3 Octacosane 394 C28H58 000630-02-4 58
4 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 58
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 58
Abundance Scan 1318 (17.151 min): BF092726.D (-1315) (-) m/z 57.10 100.00%
57.1
[1271 1832 2451 314 16,80 17.00 17.20 17.40
Oty ”...”1u“q"wﬂbﬂm,m...”...”,”.w.”.“.”,”. m/z 43.10 62.96%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
5000 AR SURBL B B B
mmﬂmﬂmﬂm
m/z 71.10 62.04%
ok h 1l }f ‘0‘1‘69 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> o 55 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
16,80 17.00 17.20 17.40
5000 m/z 85.10 48.03%
o 113.0 169.0 225 0 2810 338, o
miz—-> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #155178: Octacosane R e EmaE L
57.0 16.80 17.00 17.20 17.40
m/z 55.10 31.79%
5000

111130 160.0 2250 281.0 337.0 394.0

e M —— SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 80 17. 00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.85 2.18 ng 109036 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 72
3 Pentacosane 352 C25H52 000629-99-2 68
4 Hexacosane 366 C26H54 000630-01-3 68
5 Docosane 310 C22H46 000629-97-0 68

Abundance Scan 1379 (17.848 min): BF092726.D (-1376) (-) m/z 57.10 100.00%

57.1
5000 .

17.60 17.80 18.00 18.20

13.1141.2169.1 2000 253.2 285.1

318.1

0 m/z 71.15 62.60%
m/z--> 0 50 100 150 200 250 300 350
Abundance #107666: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA IL L L L  LBL
85.0 17. 60 17. 80 18 00 18. 20
29.0 113.0 m/z 43.10 46.94%
ol T 19 pmomsomao
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0
s e B
17.60 17.80 18.00 18.20
5000 85.0 m/z 85.10 40.44%
29.0 253.0
. 113.0141.0160.0107.0p25.0 | 281.0
B o B A o B e
m/z--> 0 50 100 150 200 250 300 350
Abundance #142112: Pentacosane R e REEma mE
57.0 17.60 17.80 18.00 18.20
m/z 55.05 23.10%
5000 85.0
13.0
29 | fJ 1419160.0 211.0239.0267.0295.0323,0352.0
— .,.... — T e s e B
m/z--> 0 50 100 150 200 250 300 350 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092726.D

Aca On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.68 2.79 ng 139507 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 53
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 49
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 49
4 Nonacosane 408 C29H60 000630-03-5 49
5 Heneicosane 296 C21H44 000629-94-7 47
Abundance Scan 1452 (18.683 min): BF092726.D (-1448) (-) m/z 57.10 100.00%
57.1
5000 MN\/\I\*—/\M/\W
113.2 14811731 2202 2831 3320 18.40 18.60 18.80 19.00
ol 03 m/z 71.10 68.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57.0
5000 L B BRI SULRLLN B
85.0 18 40 18. 60 18. 80 19. oo
29.0 m/z 43.10 66.70%
0 Ll 113014101600 282.0
m>m&&%@@mmmmmmmmﬁﬁ'
Abundance
57.0
18.40 18.60 18.80 19.00
5000 85.0 m/z 85.10 49 .33%
113.0
29.0
o 141.0 169.0 197.0 9250 267.0 MAAW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83812: Tridecanol, 2-ethyl-2-methyl- e e ERRES BE s
57.0 18.40 18.60 18.80 19.00
m/z 113.20 16.34%
5000 85.0
O e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020117\
Data File : BF092726.D

Acq On : 2 Feb 2017 2:36

Operator : SJ/MA

Sample : 11597-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.13 35.1 ng 1811340 1 6.94 1032760 20.0
unknown6.72 6.72 73.2 ng 3780050 1 6.94 1032760 20.0
Cyclododecane 11.72 2.1 ng 104978 4 11.48 1016990 20.0
unknown13.99 13.99 2.1 ng 97942 5 14.12 940201 20.0
Benzo[e]pyrene 15.16 3.3 ng 162813 6 15.59 1001410 20.0
Pentadecane 16.56 3.2 ng 160896 6 15.59 1001410 20.0
Tetratetracontane 17.15 2.8 ng 141355 6 15.59 1001410 20.0
Hexadecane, 2,6,1... 17.85 2.2 ng 109036 6 15.59 1001410 20.0
Eicosane 18.68 2.8 ng 139507 6 15.59 1001410 20.0
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