LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 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-BF012417 .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 5.150 265 268 271 rBVY 1165103 1424924 37.78% 4.283%
2 5.561 301 304 306 rBY 3323791 3279923 86.96% 9.859%
3 6.590 390 394 396 rBVY 3203333 3771580 100.00% 11.337%
4 6.727 403 406 409 rBVY 3022709 3143498 83.35% 9.449%
5 6.967 424 427 429 rBVY 1153038 1006321 26.68% 3.025%
6 7.127 438 441 443 rBV 2307423 2566938 68.06% 7.716%
7 7.527 473 476 479 rBV 1844123 1999723 53.02% 6.011%
8 8.259 537 540 542 rBVY 1547284 1324215 35.11% 3.980%
9 9.345 632 635 637 rBY 3546221 3462156 91.80% 10.407%
10 9.733 667 669 671 rBV 300328 245976 6.52% 0.739%
11 10.019 692 694 697 rBY 1516164 1365736 36.21% 4.105%
12 10.453 731 732 734 rVB 100570 70836 1.88% 0.213%
13 10.671 749 751 754 rBV 29399 44256 1.17% 0.133%

14 10.808 760 763 766 rBV 1912351 1870908 49.61% 5.624%
15 10.922 771 773 778 rVB 88111 146246 3.88% 0.440%

16 11.379 811 813 814 rBV 79356 78584 2.08% 0.236%
17 11.505 822 824 827 rBV 1373827 1296872 34.39%% 3.898%
18 12.991 953 954 957 rVB 49952 48432 1.28% 0.146%
19 13.094 960 963 966 rBV 2599004 2522786 66.89% 7.583%
20 13.574 1000 1005 1007 rBV5 25691 74061 1.96% 0.223%
21 13.654 1010 1012 1017 rvv4 23181 72613 1.93% 0.218%

22 13.997 1039 1042 1047 rBV 164631 294615 7.81% 0.886%
23 14.145 1052 1055 1058 rVV 1067785 980191 25.99% 2.946%
24 14.317 1068 1070 1074 rBV 52416 64678 1.71% 0.194%
25 14.625 1094 1097 1099 rBV 84356 114258 3.03% 0.343%

26 14.934 1122 1124 1126 rBV 48503 48726 1.29% 0.146%
27 15.277 1152 1154 1159 rVB 131403 203726 5.40% 0.612%
28 15.620 1181 1184 1187 rBV 618550 900730 23.88% 2.707%
29 15.665 1187 1188 1191 rVB 66165 75329 2.00% 0.226%
30 16.111 1224 1227 1230 rBV 93377 165001 4._37% 0.496%

31 16.168 1230 1232 1240 rVB6 39025 87370 2.32% 0.263%
32 16.351 1246 1248 1254 rVB5 35259 80458 2.13% 0.242%
33 16.625 1270 1272 1276 rVB 44479 92068 2.44% 0.277%
34 16.797 1284 1287 1291 rVB3 31713 62301 1.65% 0.187%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 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:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.243 1323 1326 1329 rBvV 47651 96564 2.56% 0.290%

36 17.711 1364 1367 1374 rVB6 48551 136711 3.62% 0.411%

37 17.963 1386 1389 1392 rVB2 23379 49049 1.30% 0.147%
Sum of corrected areas: 33268359
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF092518.D
3500000 5.56
i 6.59

3000000 6.3

2500000 713

2000000 753
1500000
5.15 6.97
1000000

500000

e T e L

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: BF092518.D
3500000 9|34

3000000

13.09
2500000

2000000 10.81

8.26 .
1500000 10.02 11.50

1000000

500000 073 4
10.45 hggz 11.3 .AL 3
0 L A, 4 10.6 12.9 13185

I
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: BF092518.D
3500000

3000000

2500000

2000000

1500000

14.15
1000000

500000

15.28

14.32 14.63 14.93 .67 16d37635 16.636.80  17.24 17.7117.96

e ————————————-—sllase S

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\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 28.32 ng 1424920 1,4-Dichlorobenzene-d4 6.97
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-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 268 (5.150 min): BF092518.D (-265) (-) m/z 43.05 100.00%
43
59
5000
101 IS S L UL R I
480 5.00 5.20 5.40
o Sl 8L e 8 | 5/, 59.10  55.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.10 15.74%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 101.10 15.44%
31
69 87
15 53 98
e S L S LIRS SUSILLS UL IULILS IULI A LIS WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- B e R
59 480 5.00 5.20 5.40
m/z 41.10 8.76%
5000
a1 101
31
0 "'I'}§'I'"“IM"'H'tt'l?%w*i"'éﬁ""léé"I""I""I' BN RARRERARSARARES S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.73 Concentration Rank 1

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

6.73 62.48 ng 3143500 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
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 406 (6.727 min): BF092518.D (-403) (-) m/z 132.10 100.00%
5000 68
N P o5 ot 6o 700
0 (AN W - N | N m/z 68.10  45.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR SR U AR
6.40 6.60 6.80 7.00
2 51 m/z 134.10 31.95%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 29 .35%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LS B s L
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.90%
5000 og 116
) AN | VIR A N HW..LL,..“u N 189 SN § A A W—
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:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 4 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.92 2.26 ng 146246 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetracosane 338 C24H50 000646-31-1 83
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 78
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 773 (10.922 min): BF092518.D (-771) (-) m/z 57.10 100.00%
57
5000
85
3 113 10.60 10.80 11.00 11.20
0 ,,I b e e e e || M/ 43.05 74 89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73965: Hexadecane
57
5000 AR AR DU AR
g5 10. 60 10 80 11. oo 11.20
4 m/z 71.10 55.55%
oh2 \ L [l w 113 141 169 197 226
m/z--> ﬁo Jo éo 85 100 120 140 160 180 200 220 240 260 280 360 320 350
Abundance
57
10,60 10.80 11.00 11.20
5000 m/z 85.10 34._.75%
41 85
0 113 141 169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57 10.60 10.80 11.00 11.20
m/z 41.10 31.24%
5000 85
4
oh L)t 141 16e 107 225 253 s 00 ads
m/z--> i%eo%ﬁmmmmmmmnmmm%mmmmo mmmmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.00 6.01 ng 294615 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 1042 (13.997 min): BF092518.D (-1039) (-) m/z 57.10 100.00%
7
A AL A
139 167 13.60 13.80 14.00 14.20 14.40
Obprrredd e L. m/z 43.10 77.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 R R U UL B
69 13.60 13.80 14.00 14.20 14.40
97 m/z 55.10 63.44%
o A 125 154 181 205224 252
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
83 LRI SURIL SO I
13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 58.88%
41 111
ol25 139 168 195210 238 283 \LV\ANAJN\JAN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 ,~1,f\ﬁNV-AJ
Abundance #129672: 1-Hexadecanesulfonyl chloride A maa e o
13.60 13.80 14.00 14.20 14.40
m/z 69.10 52.28%
5000 \“/~vaq/Ay¢Adv
0 139 167 196 224 253271 5g9 307323 M
- IIIIIIIIIIIIIIIIIII

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Nonadecane, l1-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.33 ng 114258 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 94
2 Hexadecane 226 C16H34 000544-76-3 93
3 Tritetracontane 605 C43H88 007098-21-7 74
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 72
Abundance Scan 1097 (14.625 min): BF092518.D (-1094) (-) m/z 57.10 100.00%
57
5000
27157 227 261 14.40 14.60 14.80 15.00
oLl 190 302 m/z 43.10  65.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #118727: Nonadecane, 1-chloro-
57
5000 LRI B UL SURSLIL B
mmmmmmmm
1 m/z 71.10 62.09%
0 2\ hod o ‘W ‘\HH 133 175 217 259 302
m/z--> 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance
57
' 14.40 1460 14.80 15.00
5000 m/z 85.10 43 .90%
oLl s 22
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane A BEa T e S
57 14.40 14.60 14.80 15.00
m/z 55.00 43.21%
5000
97
o | 427 169 211 253 295 337 379 421 463 505 547 604
m/z--> 55 160 1éo 200 250 300 350 400 450 560 séo 660 1450 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Heptacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.28 4.52 ng 203726 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Nonacosane 408 C29H60 000630-03-5 86
4 Eicosane 282 C20H42 000112-95-8 80
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 80

Abundance Scan 1154 (15.277 min): BF092518.D (-1152) (-) m/z 57.10 100.00%
57
L AR B B B
113 15.00 15.20 15.40 15.60
141 169
ol 7T 169 197 204 2L “hs7 43.10  58.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
5000 L S UL BN B
85 15.00 15.20 15.40 15.60
m/z 71.10 57 .94%
0 ??‘ | | | 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
57
15,00 15.20 15.40 15.60
5000 g5 m/z 85.10 40.94%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane Al EEma s B
57 15.00 15.20 15.40 15.60
m/z 55.10 19.09%
5000 i ”\j\’\J\/\N\j\\/\’VV\j\\/
L2 | || MB141 160 197 205 253 281 309 337 365 408
m/z--> 50 100 1éo 260 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 9 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.63 2.04 ng 92068 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Behenvl chloride 344 C22H45CI 042217-03-8 64
3 Tricosane 324 C23H48 000638-67-5 64
4 Nonacosane 408 C29H60 000630-03-5 64
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 64
Abundance Scan 1272 (16.625 min): BF092518.D (-1270) (-) m/z 57.10 100.00%
57
5000 \\/\ﬂ/\/\’/\//\/\/\/\
113 143 177 199 237 267 355 16.40 16.60 16.80 17.00
ol 3 L. 2t m/z 71.10 56.69%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 R L BRI SURIUR S
85 16.40 16.60 16.80 17.00
29 m/z 43.10 49 .59%
oLl Mae o
m/z--> 50 100 150 200 250 300 350
Abundance
57
"' 16.40 16.60 16.80 17.00
5000 P m/z 85.10 47 .09%
29
o 13 141 160189 217 245 273 301 344
m/z--> éo 160 1éo 260 2éo 360 3%0
Abundance #130017: Tricosane R ARE mam T e S
57 16.40 16.60 16.80 17.00
m/z 55.10 21.07%
5000 85
29 113 324
0..“..,“.'! Ay N8 00T 225 258 o N e
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Nonadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.24 2.14 ng 96564 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 72
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 59
3 Heptacosane 380 C27H56 000593-49-7 58
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 53
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 53

Abundance Scan 1326 (17.243 min): BF092518.D (-1323) (-) m/z 57.10 100.00%
57
8 4P-f\~\~&¢¢/\VAwa\WNVV/\
5000
181 229249 17.00 17.20 17.40 17.60
ol 208 283 m/z 71.10 64.88%
m/z--> 50 100 150 200 250 300 350
Abundance #99476: Nonadecane
57
85
5000 LR SULILS B UL S
17.00 17.20 17.40 17.60
29 m/z 85.10 56.57%
0 \‘ \“ d‘ all \H\ h‘ 1:|I\-3 141 169 197 268
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
17,00 17.20 17.40 17.60
5000 85 m/z 43.10 53.90%
28
113 155 183 310 MJ\W\
ob— e e
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane L e e
57 17.00 17.20 17.40 17.60
m/z 55.10 25 .55%
5000 85
29 113
ol 1 | 141 169 197 225 253 281 309 337 380
m/z--> 50 100 1% 2& 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092518.D

Aca On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknownl7.71 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.71  3.04ng 136711 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1H-Cvclopropfelazulen-4-ol . deca... 222 C15H260 000552-02-3 22

2 2(1HY)-Naphthalenone. 4a.5.6.7.8.... 178 C12H180 013485-66-0 18
3 (4-Methvl-3-aminophenvl)phenvlme... 213 C14H15NO 1000202-30-7 18
4 4-Camphenvlbutan-2-one 206 C14H220 1000140-09-7 15
5 Aniline, N-(3-butyl-2(2),4-penta... 229 C16H23N 1000142-27-8 15
Abundance Scan 1367 (17.711 min): BF092518.D (-1364) (-) m/z 43.10 100.00%
43
107 WM
5000
303
329 U BN B R DR
| | 3‘]’5 17.40 17.60 17.80 18.00
o T m/z 107.10 61.71%
m/z--> 50 100 150 200 250 300 350
Abundance #71082: 1H-Cycloprop[e]azulen-4-ol, decahydro-1,1,4,7-tetr...
43
5000 g1 100 161 17.40 17.60 17.80 18.00
133 m/z 57.10 60.72%
222
0 |24| ‘IH \‘ \Iﬁ 1) ‘lHHuIM\Jl ”i 179‘ ‘ . | — ——T ———
m/z--> 50 100 150 200 250 300 350
Abundance
41 69 95 136
17.40 17.60 17.80 18.00
5000 178 m/z 55.10 60.62%
0 119
m/z--> B ISIOI B IlCI)OI B I150I B I200I B I250I B I300I B I350I
Abundance #65044: (4-Methyl-3-aminophenyl)phenylmethanol T
%8B 17.40 17.60 17.80 18.00
m/z 95.10 57.66%
213
5000 a
134
ol——d H\JI 1.5k".1‘|5‘2.‘.1‘?0.‘”‘.‘... — ; R R
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092518.D

Acq On : 26 Jan 2017 11:48

Operator : SJ/MA

Sample : 11309-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.15 28.3 ng 1424920 1 6.97 1006320 20.0
unknown6.73 6.73 62.5 ng 3143500 1 6.97 1006320 20.0
Hexadecane 10.92 2.3 ng 146246 4 11.50 1296870 20.0
Pentafluoropropio... 14.00 6.0 ng 294615 5 14.15 980191 20.0
Nonadecane, 1-chl... 14.63 2.3 ng 114258 5 14.15 980191 20.0
Heptacosane 15.28 4.5 ng 203726 6 15.62 900730 20.0
Eicosane 16.63 2.0 ng 92068 6 15.62 900730 20.0
Nonadecane 17.24 2.1 ng 96564 6 15.62 900730 20.0
unknownl7.71 17.71 3.0 ng 136711 6 15.62 900730 20.0
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