LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 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 4.464 205 208 211 rVB 88158 119274 2.47% 0.286%
2 5.001 252 255 267 rBVY 1378853 2099632 43.49% 5.038%
3 5.436 290 293 295 rBV 4144811 4827371 100.00% 11.584%
4 6.476 381 384 387 rBVY 3550609 4646412 96.25% 11.150%
5 6.602 392 395 398 rBVY 4071052 4207127 87.15% 10.096%
6 6.830 413 415 418 rBVY 1054891 907097 18.79% 2.177%
7 6.990 427 429 431 rBV 3681195 3337942 69.15% 8.010%
8 7.402 462 465 468 rBVY 2170761 2960843 61.33% 7.105%
9 8.122 526 528 530 rBY 1392391 1176982 24.38% 2.824%
10 9.208 620 623 625 rBY 3254056 4360576 90.33% 10.464%

11 9.596 655 657 659 rBvV 265607 214972 4._.45% 0.516%
12 9.882 679 682 683 rBv 869726 1086966 22.52% 2.608%
13 9.905 683 684 687 rVB 50118 50217 1.04% 0.121%
14 10.305 718 719 721 rVB 68815 60943 1.26% 0.146%
15 10.671 748 751 753 rBV 1936085 2037667 42.21% 4 _.890%

16 10.785 759 761 764 rVB 85098 114108 2.36% 0.274%

17 11.231 797 800 801 rBV 81930 88594 1.84% 0.213%
18 11.368 809 812 816 rBv2 619517 1195212 24.76% 2.868%
19 11.436 816 818 820 rVB 82501 79157 1.64% 0.190%
20 11.974 863 865 870 rVvB3 54320 90565 1.88% 0.217%

21 12.579 916 918 920 rBV 316529 333969 6.92% 0.801%
22 12.808 932 938 940 rBV2 246249 387493 8.03% 0.930%
23 12.945 948 950 953 rvVB 2097555 2716127 56.27% 6.518%
24 13.128 963 966 968 rVB 36459 70790 1.47% 0.170%
25 13.848 1027 1029 1033 rVB2 156310 204579 4.24% 0.491%

26 13.997 1039 1042 1047 rBV2 731351 1198749 24.83% 2.877%

27 14.465 1081 1083 1086 rBv4 42696 84440 1.75% 0.203%
28 15.025 1129 1132 1136 rBV 138504 280289 5.81% 0.673%
29 15.082 1136 1137 1139 rVB 61498 79167 1.64% 0.190%

30 15.311 1155 1157 1160 rBV 70183 101086 2.09% 0.243%

31 15.380 1160 1163 1165 rVB 89816 138532 2.87% 0.332%
32 15.437 1165 1168 1173 rBV 655950 946764 19.61% 2.272%
33 15.860 1202 1205 1209 rBV 160842 256574 5.31% 0.616%
34 16.340 1243 1247 1256 rVB2 137688 304647 6.31% 0.731%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.843 1287 1291 1292 rBV 35888 69282 1.44% 0.166%

36 16.888 1292 1295 1301 rVB 106688 235635 4._.88% 0.565%
37 17.266 1325 1328 1334 rVB 26932 69346 1.44% 0.166%
38 17.551 1346 1353 1359 rVB2 84592 228953 4.74% 0.549%
39 18.328 1416 1421 1428 rBV2 49969 170431 3.53% 0.409%
40 19.254 1496 1502 1508 rBV3 35879 134459 2.79% 0.323%

Sum of corrected areas: 41672969
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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\BF022417\

BF093176.D

25 Feb 2017 7:28

SJ/MA

11973-04

29 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 TIC: BF093176.D
4000000 5{44 6/60
6.48 6,99
3000000
7.40
2000000
5.00
6.83
1000000
1 ﬁfs.. — A
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093176.D
4000000
9.21
3000000
12.95
2000000 10.67
8.12
1000000 9.88
11.37
9.60 12.5817 g1
o 90 1@30 &78 11;3 44 11.97 A A le3.13
T — T r——r—t T i Pyl ety T L e B o
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 TIC: BF093176.D
4000000
3000000
2000000
1000000 14.00 15.44
Okr=5 ety e = T = A e = e A
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\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 46.29 ng 2099630 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 255 (5.001 min): BF093176.D (-252) (-) m/z 43.05 100.00%

43.0
59.1
5000

101.1 IIIIIIIIIIIIIIIIII
510 68.9 83.1 | 460 480 500 520 540
T m/z 59.10 57.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BSSLELI BULANLENLL BLINL L L BLILNL BL BLO
460 4.80 5.00 5.20 5.40
59.0 m/z 101.10 16-09%
101.0
0 WO%mu‘mo‘ 67.0 830 91.0 | |
N I e e e o L B o B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
EEEEEEE s RS e
460 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.55%
31.0
69.0 87.0
15.0 51.0 98.0
L R Su
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R B R . .

59.0 460 480 5.00 520 5.40
m/z 41.10 8.84%

5000
" 0 101.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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 3 unknown6.60 Concentration Rank 1

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

6.60 92.76 ng 4207130 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 395 (6.602 min): BF093176.D (-392) (-) m/z 132.10 100.00%
130.1
5000 68.1
201 S 020 oh 60 B0 750
01 A o e e m/z 68.10 45.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 R IR UL LU R
620 6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.10 32.67%
s Mo ||
0'"I""I'”'I”"'I"”I""I" N N SN SRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.67%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #48639: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.37%
74.0
5000 98.0 116.0
0 hm\ U Y-S Y18 N | O
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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 5 1-Pentadecanethiol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.41 ng 204579 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 96
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91

Abundance Scan 1029 (13.848 min): BF093176.D (-1027) (-) m/z 57.10 100.00%

57.1

83.1

5000

-

230.1 S L o e o o
13.60 13.80 14.00 14.20

m/z 43.10 87 .05%

139.2 167.1 200.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84854: 1-Pentadecanethiol
55.0 , 83.0

5

13.60 13.80 14.00 14.20
m/z 55.10 86.08%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
T T T T
13.60 13.80 14.00 14.20
5000 1110 m/z 83.10 70.43%

29.0
139.0 168.0  210.0 238.0 2660 295.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester

43.0 13.60 13.80 14.00 14.20

m/z 69.10 63.66%
69.0
5000
. N 1250 169.0 1950 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.14 ng 101086 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Pervlene 252 C20H12 000198-55-0 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 91
Abundance Scan 1157 (15.311 min): BF093176.D (-1155) (-) m/z 252.10 100.00%
25p.1
5000
1280 15.00 15.20 15.40 15.60
226.1 - - - -
ol4r1 691 99.1 145.2165.1  199.1 282.1 77 25010 30 610
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89816: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 18.85%
ol 50.0 74.0 %O”‘H1%01M02m02mo m
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 18.66%
126.0
ol 510 74.0 100.0 150.0 174.0 1980 2240
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89823: Benzo[K]fluoranthene
252.0 15.00 15.20 15.40 15.60
m/z 126.10 17.80%
5000
126.0
o 740 99.0 | | 2000 2240 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.86 5.42 ng 256574 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87

Abundance Scan 1205 (15.860 min): BF093176.D (-1202) (-) m/z 57.05 100.00%

57.0
5000

15.60 15.80 16.00 16.20

131 1412 1602 197.2

239.1 266.1

0! m/z 71.10 60.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 TTT T[T T T T[T T T [ rrrr[rro1t
15.60 15.80 16.00 16.20
m/z 43.10 54 _.91%
29 0 113.0
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnnluup.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R BRI S e
15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10 45.90%

29.0
1130 141.0 169.0 197.0 2250  268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91036: Octadecane  ARBaEEEE e L
57.0 15.60 15.80 16.00 16.20
m/z 55.10 19.50%
5000 85.0
290 113.0
ol L4 | [ 1410 1600 197.0 2250 2540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.34 6.44 ng 304647 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 1247 (16.340 min): BF093176.D (-1243) (-) m/z 57.10 100.00%

R EEEEEE e e e
%9.1 16.00 16.20 16.40 16.60

517.1
5000 l

| ) 1%4 1832 2252 2831

ol b b b L B — m/z 71.10 61.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 TT[ T I r[rrrrrrrrprrrr?t

16.00 16.20 16.40 16.60
m/z 43.10 55.34%

99.0
0 2@0‘ ‘ | Ay }410 1830 2250 281.0 337.0 394.0
S . o e e ] e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
e e
16.00 16.20 16.40 16.60
5000 m/z 85.10 47.88%
99.0
oL.250 141.0 1830 225.0 296.0
R e A e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane S BEARRERLEE Sy S
57.0 16.00 16.20 16.40 16.60
m/z 55.10 23.36%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
o e o T e o o e
m/z--> 50 100 150 200 250 300 350 400 16.00 16,20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Tetratriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.55 4.84 ng 228953 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 1353 (17.551 min): BF093176.D (-1346) (-) m/z 57.10 100.00%
57.1
5000 \WM¢A,fx,\N_J/\\,_~¥\,v,_,\
oot 17.20 17.40 17.60 17.80
41.2 . . . .
ol .-J.||,~.*|. Ga o Rri o2 8l | m/z 71.10 64.95%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57.0
5000 L AU LR B UL B
ﬂ%ﬂ%ﬂmﬂ%
m/z 43.10 53.26%
0250 ML H I 1.0 1830 2250 267.0 3110 367.0 410.0
miz--> 0 éo 100 150 260 250 360 3%0 460
Abundance
57.0
17.20 17.40 17.60 17.80
5000 m/z 85.10 42 .01%
99.0
0l15:0 141.0 183.0 225.0 2670 309.0 380.0
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #155177: Octacosane T e
57.0 17.20 17.40 17.60 17.80
m/z 99.10 18.51%
5000
99.0
N ‘ | 1410 1830 2250 281.0 337.0 394.0
miz--> 0 5'0 1(')0 1&'30 2(')0 250 300 3&1;0 4(')0 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.33 3.60 ng 170431 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 94
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetratriacontane 479 C34H70 014167-59-0 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 1421 (18.328 min): BF093176.D (-1416) (-) m/z 57.10 100.00%
57.1
RN BN SR
| I ll ‘l .|14‘1.1. 1971 2811 18.00 18.20 18.40 18.60
O ! -'-'."-':...,....,.”.,....,.... m/z 71.10 66 .50%
miz--> 0 50 100 150 250 300 350 400
Abundance #107666: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LR DU UL DGR BN
18 00 18 20 18. 40 18.60
m/z 43.10 55.21%
1130 4830
0:!-8;4:‘:"‘:“‘:“:“'|“|“||‘|‘|||“:‘||||?53.|0||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
18,00 18.20 1840 18.60
5000 m/z 85.10 44 .34%
99.0
o 141.0 183.0 225.0 2670 300.0 366.0
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #167078: Tetratriacontane R AR mE S
57.0 18.00 18.20 18.40 18.60
m/z 55.05 21.77%
e W,N“J\rwwwWJI\VWNmAJvM\ﬂAv
.0
osa h dyhly 1410 1830 2250 2670 3110 367.0 4100
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 18 00 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093176.D

Aca On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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 12 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.25 2.84 ng 134459 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 1502 (19.254 min): BF093176.D (-1496) (-) m/z 57.10 100.00%
51.1
5000 w,va\N‘fvvvﬁh///\\\J\~U\'AAN
1411 191.0 2491 811 ' "1§fob"1§fzb"1§f4b"
0! - m/z 71.10 74 .59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane
57.0
5000 LI B SUR L B
19. oo 19. 20 19. 40
m/z 43.10 54 _74Y%
o \ L) ‘\ ‘\ 141.0 1830 2250 267.0 3090 3520
m/z--> 50 5 200 250 360 3éo 460
Abundance
57.0
10,00 19.20 1940
5000 m/z 85.10 52.09%
99.0
01260 141.0 183.0 225.0 267.0 309.0 351.0 422.0
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #147090: Hexacosane R B e
57.0 19.00 19.20 19.40
m/z 99.20 23.25%
5000
99.0
02600 | )i | 1410 1830 225.0 2670 3000  366.0 ||
m/z--> éo 160 1éo 200 250 360 3éo 460 19.00 1950 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022417\
Data File : BF093176.D

Acq On : 25 Feb 2017 7:28

Operator : SJ/MA

Sample : 11973-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
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... 5.00 46.3 ng 2099630 1 6.83 907097 20.0
unknown6 .60 6.60 92.8 ng 4207130 1 6.83 907097 20.0
1-Pentadecanethiol 13.85 3.4 ng 204579 5 14.01 1198750 20.0
Benzo[e]pyrene 15.31 2.1 ng 101086 6 15.44 946764 20.0
Heneicosane 15.86 5.4 ng 256574 6 15.44 946764 20.0
Octacosane 16.34 6.4 ng 304647 6 15.44 946764 20.0
Tetratriacontane 17.55 4.8 ng 228953 6 15.44 946764 20.0
Hexadecane, 2,6,1... 18.33 3.6 ng 170431 6 15.44 946764 20.0
Pentacosane 19.25 2.8 ng 134459 6 15.44 946764 20.0
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