LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\

Data File : BF093214.D

Aca On - 27 Feb 2017 19:45 Instrument :
Operator : SJ/MA BNA_F

Sample  : 11997-06 LGl
Misc i E2-BB6-WSW
ALS Vial : 3 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 3.116 88 90 101 rBV 61285 215033 4 .05% 0.457%
2 3.699 138 141 145 rBvV 371405 607274 11.45% 1.292%
3 4.990 251 254 264 rBVY 1409717 2176854 41.04% 4.630%
4 5.424 289 292 295 rBVY 4243589 4506278 84.95% 9.585%
5 6.476 380 384 386 rBVY 3920037 5304430 100.00% 11.283%
6 6.590 391 394 396 rBVY 4437309 4346753 81.95% 9.246%
7 6.819 412 414 416 rBV 854770 901707 17 .00% 1.918%
8 6.967 425 427 430 rBY 2662059 3482824 65.66% 7.408%
9 7.390 461 464 466 rBV 3085566 3398234 64.06% 7.228%
10 7.493 469 473 479 rVB 49585 65357 1.23% 0.139%

11 8.099 524 526 529 rBV 1307750 1207966 22.77% 2.569%
12 9.185 617 621 623 rBVY 4020701 4990700 94.09% 10.616%
13 9.573 653 655 658 rBV 1199461 1391911 26.24% 2.961%
14 9.791 671 674 677 rBV 41951 67765 1.28% 0.144%
15 9.859 677 680 682 rvB 1335308 1390571 26.22% 2.958%

16 10.282 713 717 719 rBV2 64345 95768 1.81% 0.204%
17 10.648 746 749 752 rBV 2298664 2768195 52.19% 5.888%
18 10.762 757 759 762 rBV 91346 120471 2.27% 0.256%
19 11.208 796 798 799 rBV 112690 102661 1.94% 0.218%
20 11.345 807 810 812 rBV 1501746 1438762 27.12% 3.060%

21 11.631 833 835 839 rBvV 72629 70458 1.33% 0.150%
22 12.042 867 871 876 rvB2 38823 60528 1.14% 0.129%
23 12.934 946 949 951 rBV 4190901 4287711 80.83% 9.121%
24 13.825 1024 1027 1032 rBV2 197657 321140 6.05% 0.683%
25 13.985 1038 1041 1043 rBV 1320407 1355972 25.56% 2.884%

26 14.454 1078 1082 1094 rBV5 52880 315589 5.95% 0.671%
27 15.060 1132 1135 1137 rBV 40077 56157 1.06% 0.119%
28 15.414 1163 1166 1169 rBV 845258 1199022 22.60% 2 .550%
29 15.825 1199 1202 1204 rBV 73534 120504 2.27% 0.256%
30 16.294 1240 1243 1246 rVB 89079 151134 2.85% 0.321%

31 16.843 1288 1291 1296 rVB 87470 178204 3.36% 0.379%

32 17.494 1344 1348 1352 rVB 65417 175006 3.30% 0.372%
33 18.260 1411 1415 1421 rVB 50040 140784 2.65% 0.299%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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

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

Method
Title

Sum of corrected areas: 47011723
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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

Abundance TIC: BF093214.D
5,42 6/59

4000000 6.4

7.39

3000000
6.97

2000000
4.99

1000000 6.82

3.70
a2 ] i a0

P
LN S B B N B R L B N I I B I B B B S N N R LI S B B N B B R B BN L B Y I I B B BN B B R

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: BF093214.D

4000000 9.18

3000000

10.65

2000000

0.86 11.35
8.10 957 :

1000000

9. 10.28 0.76 11.2 1163 12.04

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 TIC: BF093214.D

4000000
3000000

2000000
13.99

1000000 15.41

3.83 e 15.06 A 1583  16.29 16.84 17.49 18.26
e e B e A e

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\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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 1 (S)-(+)-1,2-Propanediol Concentration Rank 5

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

3.12 4.77 ng 215033 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 9
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 90 (3.116 min): BF093214.D (-88) (-) m/z 45.10 100.00%
44.1 T
5000
61.1 2.80 3.00 3.20 3.40
....,....,~|!...,-....?3.-?..,....,....,....,....,....,297.-9. m/z 43.10 15.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #930: (S)-(+)-1,2-Propanediol
45.0
5000 SR SRR SRR LR
2.80 3.00 3.20 3.40
m/z 44_.05 6.24%
290 || 610
mz-> 20 40 60 80 100 10 140 150 180 200
Abundance
45.0
280 300 320 340
5000 m/z 61.10 4._29%
29.0
13.0 61.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #919: Propylene Glycol R AR REm R
45.0 2.80 3.00 3.20 3.40
m/z 46.10 3.21%
5000
27.
”'“Hﬂ“'J“'éiﬁ??ﬂ'"w'"w"'w"'w"'w"'w"' SRR SRR SRR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 48.28 ng 2176850 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 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 254 (4.990 min): BF093214.D (-251) (-) m/z 43.10 100.00%
431
59.1
5000
toud 460 480 500 520 5.40
bl ee0 om0 60,020
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL RN LR
59.0 460 4.80 500 520 540
0
150 a0 1010 m/z 101.10 17.63%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
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 15.44%
31.0
69.0 870
15.0 50.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R e R E R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.99Y%
5000
41.0
b L 500 L 730 86.0 ..,M —
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\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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 4 unknown6.59 Concentration Rank 1

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

6.59 96.41 ng 4346750 1,4-Dichlorobenzene-d4 6.82
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 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 394 (6.590 min): BF093214.D (-391) (-) m/z 132.10 100.00%
131
5000 68.1
200 S o0 ok 68 ko 750
B e m/z 68.10 44 .12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 NSRS ALAAS SRS AR
620 6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.10 32.99Y%
miz--> 2 4o e'o s'o o e ik
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 28.22%
104.0
270 510 %00 o0
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl e A
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.07%
74.0
5000 98.0 116.0
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘u“| |‘H||||:!-5|8|.0|||||]:8|9.|0| B RRE R R
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\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.74 ng 321140 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 11-Tricosene 322 C23H46 052078-56-5 90
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 90
Abundance Scan 1027 (13.825 min): BF093214.D (-1024) (-) m/z 57.10 100.00%
57.1
7.1
5000
R SR SO SURIUL S
39.2 13.60 13.80 14.00 14.20
,.'...',.1.1.*.,‘.'-...2?7.'.1..,....,....,....,....,...., m/z 43.10 82.50%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 LRI LN UL SULL I
13.60 13.80 14.00 14.20
250 m/z 55.05 80.72%
'_'_Jmlw 'lI 196|9...|....|....|....|....|....|
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
55.0
97.0 '~ 13.60 13.80 14.00 14.20
5000 m/z 83.10 77 .68%
14.0 139.0 181 0 308.0
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene A e R AR
43.0 13.60 13.80 14.00 14.20
m/z 97.10 72.01%
B I J_JW
J 1250 167.0 2100 267.0307.0 490.0
m/z--> 0 5'0 100 1éo 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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 unknownl4.45 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .45 4.65 ng 315589 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 49
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 30
3 Pentacosane 352 C25H52 000629-99-2 30
4 Docosane 310 C22H46 000629-97-0 30
5 Tetratriacontane 479 C34H70 014167-59-0 30
Abundance Scan 1082 (14.454 min): BF093214.D (-1078) (-) m/z 57.10 100.00%
5%.1
7.1 152.1
94.1 254.1 14.20 14.40 14.60 14.80
Aty b "m/z 43.10 62.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57.0
5000 L S L S B
mmmmmmmm
99.0 m/z 71.10 58.00%
zaJO‘L |yl | 141 0 183.0 221.0254.0
m/z--> 55 100 150 260 2%0 360 3éo 460
Abundance
57.0
14,20 1440 14.60 14.80
5000 m/z 55.10 51.27%
97.0 %MAﬁ“ﬂwAJfMNAN/bNhA
141.0 183.0217.0  273.0 309.0 343.0 378.0 414.0
m/z--> 55 160 1%0 260 250 360 350 460
Abundance #142112: Pentacosane A BT B S
57.0 14.20 14.40 14.60 14.80
m/z 360.20 40.12%
5000
26,0 J j | 1410 1830 2250 267.0 3090 3520 R
m/z--> 55 100 1%0 260 250 360 3éo 460 1450 1440 14%0 14.80

8270-BF013017.M Tue Feb 28 17:23:31 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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 Pentadecane, 8-heptyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.83 2.01 ng 120504 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Hexadecane 226 Cl16H34 000544-76-3 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 1202 (15.825 min): BF093214.D (-1199) (-) m/z 57.10 100.00%

57.1
5000

15.60 15.80 16.00 16.20

Jﬁ131 210.1 2831 355.2

S LM m/z 71.10 62.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 LA L L L L L
15 60 15. 80 16. 00 16. 20
m/z 43.10 50.77%
‘ 130 2100
- ) .- —
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
B e L o S
15.60 15.80 16.00 16.20
5000 m/z 85.10 46 .78%
113.0

169.0 225 0 281. O 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73963: Hexadecane R ARE mam T e S
57.0 15.60 15.80 16.00 16.20

m/z 55.10 16.99%

5000

113.0 1690 2260

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15 60 15. 80 16. 00 16. 20

8270-BF013017.M Tue Feb 28 17:23:31 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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 9 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.29 2.52 ng 151134 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Nonacosane 408 C29H60 000630-03-5 86
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1243 (16.294 min): BF093214.D (-1240) (-) m/z 57.10 100.00%
57.1
5000 /\/V\A/\,AN/“
99.1 16,00 16.20 16,40 16.60
141.2 183.2 : : :
b b AL SAE 1832 210205112829 8551 o110 71, 40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123095: Docosane
57.0
5000 LN UL BULELLE UL B
mmmmmmmm
99.0 m/z 43.10 59.61%
2n\HwWJMN1%onmzmomm
m/z--> 50 160 1%0 200 250 360 3éo 460
Abundance
57.0
16,00 16.20 16,40 16.60
5000 m/z 85.10 48 .80%
99.0
27.0 141.0 183. 0 225.0 281.0  337.0 394.0
m/z--> 55 160 1%0 200 250 360 350 460
Abundance #158131: Nonacosane Al BT RS
57.0 16.00 16.20 16.40 16.60
m/z 55.10 20.16%
5000
99.0
270| | | ||, 1410 1830 2250 267.0 309.0 35.0  408.0
m/z--> % @ J& 2m 250 300 350 4& 1mmwmmm%o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.84 2.97 ng 178204 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 Octadecane 254 C18H38 000593-45-3 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 1291 (16.843 min): BF093214.D (-1288) (-) m/z 57.10 100.00%
51.1
169.2 16.60 16.80 17.00 17.20
2 2111 249.0283.1 m/z 71.10  56.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57.0
5000 LR UL B SR BU
16. 60 16. 80 17. oo 17. 20
m/z 43.10 47 .78%
U ‘\ “ }4}9 183.0 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> éo 100 1éo 260 250 360 3éo 460 '
Abundance
57.0
' 16,60 16.80 17.00 17.20
5000 m/z 85.10 41 .26%
99.0
o M00760° 20 asp0 as0 JW
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane e RARREEE RS
57.0 16.60 16.80 17.00 17.20
m/z 55.10 19.39%
5000
99.0
slo) | | | | | 141 0 183.0 221,0254.0
m/z--> % 1& mo ﬁ 2% %o @ 4& ! mmmmﬂmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093214.D

Aca On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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 Heptadecane, 9-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.26 2.35 ng 140784 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 72
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
3 Octacosane 394 C28H58 000630-02-4 64
4 Hexacosane 366 C26H54 000630-01-3 64
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 64
Abundance Scan 1415 (18.260 min): BF093214.D (-1411) (-) m/z 57.10 100.00%
57.1
5000 \/M/\_/\Vw\/\/\
L 0 1692 2081 2650 " 15100 18,20 18140 15,60
el m/z 71.10 55.78%
m/z--> 50 100 150 200 250 300 350
Abundance #130022: Heptadecane, 9-hexyl-
43.0
5000 L UM BULIULR BN IR
85.0 18.00 18.20 18.40 18.60
2100 m/z 85.10 52.42%
b F20 1690 1) 2902680  ws0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 18.00 18.20 18.40 18.60
5000 m/z 43.10 52 .34%
99.0
il M0 0 "POheeo sso w20 W
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane R B A B
57.0 18.00 18.20 18.40 18.60
m/z 55.10 18.37%
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 ' 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022717\
Data File : BF093214.D

Acq On : 27 Feb 2017 19:45

Operator : SJ/MA

Sample : 11997-06

Misc :

ALS Vial : 3 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]
(S)-(+)-1,2-Propa. .. 3.12 4.8 ng 215033 1 6.82 901707 20.0
2-Pentanone, 4-hy... 4_.99 48.3 ng 2176850 1 6.82 901707 20.0
unknown6 .59 6.59 96.4 ng 4346750 1 6.82 901707 20.0
Trichloroacetic a... 13.83 4.7 ng 321140 5 13.99 1355970 20.0
unknownl14 .45 14 .45 4.7 ng 315589 5 13.99 1355970 20.0
Pentadecane, 8-he... 15.83 2.0 ng 120504 6 15.41 1199020 20.0
Docosane 16.29 2.5 ng 151134 6 15.41 1199020 20.0
Hentriacontane 16.84 3.0 ng 178204 6 15.41 1199020 20.0
Heptadecane, 9-he... 18.26 2.4 ng 140784 6 15.41 1199020 20.0
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