LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 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-BF101015.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 4.309 187 190 201 rBvV 58698 86529 3.70% 0.516%
2 4.983 246 249 252 rBV 745720 936477 39.99% 5.587%
3 5.406 284 286 289 rBY 1087644 1039853 44.41% 6.203%
4 6.457 375 378 380 rBVY 1347690 1381014 58.98% 8.239%
5 6.583 387 389 392 rBVY 1306492 1225367 52.33% 7.310%
6 6.823 407 410 412 rBV 364546 358037 15.29% 2.136%
7 6.972 421 423 426 rBY 1003073 1052811 44.96% 6.281%
8 7.395 457 460 462 rBV 738994 854457 36.49% 5.097%
9 8.115 520 523 525 rBV 371977 496500 21.20% 2.962%
10 9.189 614 617 620 rBY 2167820 1941779 82.93% 11.584%
11 9.589 649 652 654 rBV 404968 353837 15.11% 2.111%
12 9.795 667 670 674 rBV 22596 30322 1.29% 0.181%
13 9.863 674 676 679 rBV 660969 665030 28.40% 3.967%
14 10.298 712 714 716 rVB 31795 27567 1.18% 0.164%
15 10.652 743 745 748 rBV2 541882 663535 28.34% 3.958%
16 10.766 753 755 760 rVB 45474 60872 2.60% 0.363%
17 11.224 793 795 796 rBV 32607 39152 1.67% 0.234%
18 11.361 805 807 809 rBV 543402 665636 28.43% 3.971%
19 11.646 830 832 834 rBV 49092 39566 1.69% 0.236%
20 12.058 866 868 870 rBV 29904 27713 1.18% 0.165%
21 12.447 900 902 904 rVB 46979 37674 1.61% 0.225%
22 12.824 933 935 938 rBV2 54805 67817 2.90% 0.405%
23 12.949 944 946 949 rBVY 1791866 2341565 100.00% 13.969%
24 13.178 964 966 968 rBV 46654 66710 2.85% 0.398%
25 13.224 968 970 974 rBV2 15220 29814 1.27% 0.178%
26 13.315 976 978 981 rVvVv 20326 32222 1.38% 0.192%
27 13.407 983 986 988 rBV3 13090 30371 1.30% 0.181%
28 13.544 995 998 1000 rBV 81971 98617 4.21% 0.588%
29 13.887 1025 1028 1036 rVB 274986 422466 18.04% 2.520%
30 14.001 1036 1038 1040 rBV2 14434 29266 1.25% 0.175%
31 14.047 1040 1042 1045 rBV 490905 658090 28.10% 3.926%
32 14.241 1056 1059 1060 rBV 61049 81000 3.46% 0.483%
33 14.344 1066 1068 1072 rBV3 18553 36757 1.57% 0.219%

34 14.584 1086 1089 1094 rBV 65823 111673 4.77% 0.666%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 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-BF101015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.687 1096 1098 1104 rVB2 15259 25587 1.09% 0.153%
36 14.927 1114 1119 1121 rBV2 49526 97060 4._.15% 0.579%
37 14.995 1123 1125 1127 rBV 27168 37563 1.60% 0.224%
38 15.270 1147 1149 1151 rBV 35133 47726 2.04% 0.285%
39 15.601 1175 1178 1180 rBV 339434 487449 20.82% 2.908%
40 16.070 1216 1219 1221 rBV 16787 28045 1.20% 0.167%
41 16.127 1221 1224 1228 rVB2 25108 49192 2.10% 0.293%

Sum of corrected areas: 16762718
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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\BF101515\

BF082288.D

14 Oct 2015 19:39

umsiz

G4015-11

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4_.31 4.83 ng 86529 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 190 (4.309 min): BF082288.D (-187) (-) m/z 83.10 100.00%
55.1 83.1
5000 A\ﬂ
43.0 98.1
400 420 440 460
e e L "m/z 55.10 93.68%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LA AR LS RS AR
o 30 98.0 400 420 440 460
m/z 43.05 35.67%
‘ ‘ ‘ Ly il ‘ ! 67.0 75.0 !
miz--> A N N A
Abundance
83.0
55.0
43.0 4.00 420 4.40 4.60
5000 m/z 98.10 34.33%
29.0
98.0
69.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e  Rmman m
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 23.89%
41.0
5000 270 98.0
15.0 ‘ 69.0
”.,.L.,.”:h.”.il”.NJ”.,.”MM.”.,.M.,.”.,.”. IR S R UL
m/z--> 10 20 30 40 50 60 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

4.98 52.31 ng 936477 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (4.983 min): BF082288.D (-246) (-) m/z 43.10 100.00%
31
59.1
5000
o 460 480 500 520 5.40
i b BEO L 690 B3 | Tm/z 59.10  62.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L L AR
59.0 460 480 500 520 540
m/z 101.10 19.68%
e 880 w0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 58.10 16.03%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- O EmmEs e B RERme me ./,\.
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.92%
5000
41.0
"|'"'|"'H““"'“*M“§q9“l*i""Zgg'l'gqql""m""l' AR R RN LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown6.58 Concentration Rank 1

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

6.58 68.45 ng 1225370 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 389 (6.583 min): BF082288.D (-387) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 NSRS SR SRR
401 541 ‘ 6.20 6.40 6.60 6.80 7.00
..,....,....,...:,".'..:,:!..,::.-.|,..':~.,f.‘?;9,..!.,.’fﬂ7.-,°....,...., I m/z 68.10 42.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SRR R R
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.43%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 28.36%
33.0 44.0 105.0
56.0 700 86.0
wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R e B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.42%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 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:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.82 2.06 ng 67817 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 935 (12.824 min): BF082288.D (-933) (-) m/z 57.10 100.00%
57.1
5000
| 99|-1 1411 213.1 "' 12160 12:80 13.00 13.20
el e e m/z 71.10 62.53%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 LR SN BN SURUSN SUN
12.60 12.80 13.00 13.20
99.0 m/z 43.10 57 .60%
27,0, ‘ | ||, 1410 183.0 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350 '
Abundance
57.0
"' 12160 12:80 13.00 13.20
5000 m/z 85.10 44 . 76%
99.0
27.0 141.0 183.0 225.0 266.0296.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #107651: Eicosane R A BEAE S B
57.0 12.60 12.80 13.00 13.20
m/z 41.10 25.72%
5000
270, | | 990 1410 1830 2250 2820

|
m/z--> 50 100 150 200 250 300

T
350

T T I I
12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Tridecane, l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.18 2.03 ng 66710 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 74
3 Eicosane 282 C20H42 000112-95-8 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72
Abundance Scan 966 (13.178 min): BF082288.D (-964) (-) m/z 57.10 100.00%
51.1
5000
| ﬂee.l s 1280 1300 13.20 1340
N e+ m/z 43.10 59.11%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 PN AR LR B B
12.80 13.00 13.20 13.40
99.0 m/z 71.10 53.68%
27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350
Abundance
57.0
12:80 13.00 13.20 13.40
5000 m/z 85.10 39.10%
28.0
9.0 141.0 183.0 310.0
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #107651: Eicosane R B e R
57.0 12.80 13.00 13.20 13.40
m/z 41.10 27 .69%
5000
%%]| 90 1410 1830 2250 2820
T

| |
m/z--> 50 100 150 200 250 300

T
350

T I I T
12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Nonacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.54 3.00ng 98617  Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 90

2 Nonacosane 408 C29H60 000630-03-5 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Eicosane 282 C20H42 000112-95-8 80

5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 998 (13.544 min): BF082288.D (-995) (-) m/z 57.10 100.00%
57.1
5000 \,/\/\/M’
99.1 I
155.2 1979 13.20 13.40 13.60 13.80
i : m/z 71.10 64 .41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 LA L L L L B L |
13.20 13.40 13.60 13.80
m/z 43.10 61.41%
99.0
260 | || |, 141 0 183. 0 2250 2810 337.0  394.0
e e e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
I
13.20 13.40 13.60 13.80
5000 m/z 85.10 50.01%
99.0
26.0 141.0 183.0 2250 267.0 309.0 351.0  408.0
o T A B e S e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane R AR B
57.0 13.20 13.40 13.60 13.80
m/z 55.10 34 _.52%
5000
99.0
ZG‘LQ‘ L [ | 1410 1830 225.0 296.0
e e e I
m/z--> 50 100 150 200 250 300 350 400 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 12.84 ng 422466 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Octadecene 252 C18H36 000112-88-9 83
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 74
4 1-Heptadecanol 256 C17H360 001454-85-9 74
5 1-Pentadecanol 228 C15H320 000629-76-5 74
Abundance Scan 1028 (13.887 min): BF082288.D (-1025) (-) m/z 57.10 100.00%
57.1
5000 " \,/L\/\K/\/\_/\
SRR SURLN SUNIL I
39.2 13.60 13.80 14.00 14.20
..,a.JJﬁL&»,?@ﬁ%....“...,..”,....“...,.”., m/z 43.10 70.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 LR SRR SURN SUMIS B
13.60 13.80 14.00 14.20
m/z 55.10 62.11%
25.0
| ‘N‘Md\t > 167.0 210.0  267.0307.0 490.0
m/z--> éo 160 1%0 260 2%0 300 3éo 460 4éo '
Abundance
57.0
or.0 ' 13.60 13.80 14.00 14.20
5000 m/z 83.10 54 _.51%
e ‘Amj\\‘,w
miz-> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecy! ester L o N LR
43.0 13.60 13.80 14.00 14.20
m/z 71.10 52.00%
5000
Ll ﬂ l 125.0 167 0205.0 252.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 3&'30 4(')0 4éo ' 13.|60 13.|80 14.'00 14.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.24 2.46 ng 81000 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Nonacosane 408 C29H60 000630-03-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 1059 (14.241 min): BF082288.D (-1056) (-) m/z 57.10 100.00%
5%.1
5000 /\L/LV\__/\A
99.1 HR AN N U B
169 1 14.00 14.20 14.40 14.60
A gserad®toor  "h/z 43.10  65.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 L B B B U
14.00 14.20 14. 40 14 60
99.0 m/z 71.10 63.58%
2600 L4 i 1410 1830 2250 2960
m/z--> 50 100 150 260 250 360 3éo 460
Abundance
57.0
" 14.00 14,20 1440 14.60
5000 m/z 85.10 50.15%
99.0
26,0 141.0 1830 2250 2810 337.0 394.0 M
m/z--> 55 160 1%0 200 250 360 3éo 460
Abundance #158131: Nonacosane R B A B
57.0 14.00 14.20 14.40 14.60
m/z 55.10 24 .86%
5000
99.0
26,0 | | ||, 1410 1830 2250 267.0 309.0 351.0  408.0
m/z--> 50 1(')0 1&1,0 200 250 3(')0 3&'30 4(')0 14'00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .58 3.39 ng 111673 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetratriacontane 479 C34H70 014167-59-0 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1089 (14.584 min): BF082288.D (-1086) (-) m/z 57.10 100.00%
57.1
5000
11]13 1 1600 - 14:20 14.40 14.60 14.80
i ”%!ﬁhhp.”,”.w.”.“.” A ma s S m/z 71.10 67 .04%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
5000 AR DR DU UL B
mmmmmmmm
m/z 43.10 58.01%
h | ] 1? ‘0‘169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

14.20 14.40 14.60 14.80
5000 m/z 85.10 46 .15%

113.0
169.0 225 0 281. 0 337.0 408.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane A REaRE RS
57.0 14.20 14.40 14.60 14.80

m/z 55.10 25.94%

5000

| ] %301690 2250 2810 337.0 394.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.98 ng 97060 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Octacosane 394 C28H58 000630-02-4 83
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 80
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 80

Abundance Scan 1119 (14.927 min): BF082288.D (-1114) (-) m/z 57.10 100.00%

| J

13.1 169.2 2911 281.1

5000

14.60 14.80 15.00 15.20
m/z 71.10 63.01%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
5000 LA L L L L L L LN B |
14.60 14.80 15.00 15.20
m/z 43.10 58.05%
h | ] 1? ‘0‘169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

E

57.0

14.60 14.80 15.00 15.20
5000 m/z 85.10 48 _13%

113.0 169.0 225 o 281. 0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- R EEEREEEE R
43.0 14.60 14.80 15.00 15.20

m/z 55.10 23.56%

E

5000

0
1155'0 225.0 295.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082288.D

Aca On : 14 Oct 2015 19:39

Operator : UM/I1Z

Sample : 6G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1-Docosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.13 2.02 ng 49192 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 80
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 52
3 17-Pentatriacontene 491 C35H70 006971-40-0 49
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 49
5 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 46
Abundance Scan 1224 (16.127 min): BF082288.D (-1221) (-) m/z 57.10 100.00%
511
97.1
5000
14|1 ! 031 15.80 16.00 16.20 16.40
— ..l;m.s,..”,...w....“...,”..,.”., m/z 55.10 85.44%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55.0
97.0
5000 R AR AR LA BARRE
15. 80 16. oo 16. 20 16.40
m/z 97.10  73.71%
10 ||| ]| ‘ 139.0 181 0 308.0
mz-> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance
43.0
83.0 R AR BN SRR BN
15.80 16.00 16.20 16.40
5000 m/z 69.10 69.17%
125.0
196.0
miz-> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance #168065: 17-Pentatriacontene R e B R B
57.0 15.80 16.00 16.20 16.40
97.0 m/z 83.10 69.13%
5000
39.0
15.0 i |, 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
mz—-> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 ' 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101515\
Data File : BF082288.D

Acq On : 14 Oct 2015 19:39

Operator : UM/1Z

Sample - G4015-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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]
3-Penten-2-one, 4. .. 4.31 4.8 ng 86529 1 6.82 358037 20.0
2-Pentanone, 4-hy... 4_.98 52.3 ng 936477 1 6.82 358037 20.0
unknown6 .58 6.58 68.5 ng 1225370 1 6.82 358037 20.0
Octacosane 12.82 2.1 ng 67817 5 14.05 658090 20.0
Tridecane, 1-iodo- 13.18 2.0 ng 66710 5 14.05 658090 20.0
Nonacosane 13.54 3.0 ng 98617 5 14.05 658090 20.0
17-Pentatriacontene 13.89 12.8 ng 422466 5 14.05 658090 20.0
Heneicosane 14_24 2.5 ng 81000 5 14.05 658090 20.0
Tetratetracontane 14_.58 3.4 ng 111673 5 14.05 658090 20.0
Heneicosane, 11-(... 14.93 4.0 ng 97060 6 15.60 487449 20.0
1-Docosene 16.13 2.0 ng 49192 6 15.60 487449 20.0
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