LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031517\
Data File : BF093698.D

Aca On : 16 Mar 2017 7:52

Operator : SJ/MA

Sample : 12167-02

Misc :

ALS Vial : 33 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-BF030717.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 4.847 257 259 266 rBY 1587710 1929362 46.79% 8.177%
2 5.339 300 302 319 rBV 181627 530741 12.87% 2.249%
3 6.402 392 395 401 rBV 166262 440046 10.67% 1.865%
4 6.482 401 402 413 rVB 891851 1370324 33.23% 5.808%
5 6.710 419 422 430 rBV 671842 990094 24.01% 4.196%

6.859 433 435 438 rBV 3506297 3383983 82.06% 14.342%
7.282 470 472 484 rBV 2534324 2760744 66.95% 11.700%
8.002 532 535 537 rBvV 972997 1068096 25.90% 4.527%
9.076 627 629 632 rBVY 3336770 4123663 100.00% 17.476%
9.488 663 665 671 rVB 68485 79323 1.92% 0.336%

=
QO ~NO®

11 9.762 686 689 691 rBvV 711056 961167 23.31% 4._.074%
12 10.562 757 759 766 rVB 95148 121404 2.94% 0.515%
13 10.665 766 768 771 rBV 32183 49591 1.20% 0.210%
14 11.099 804 806 812 rBV3 22111 46265 1.12% 0.196%
15 11.248 817 819 821 rBV 599977 789767 19.15% 3.347%

16 12.825 954 957 959 rBV 3093040 2879760 69.83% 12.205%
17 13.888 1047 1050 1052 rBV 589940 780296 18.92% 3.307%
18 14.928 1139 1141 1143 rBV 37611 49700 1.21% 0.211%
19 15.282 1168 1172 1181 rBV 515294 803265 19.48% 3.404%
20 15.660 1201 1205 1209 rVB 64612 108382 2.63% 0.459%

21 16.094 1240 1243 1250 rVB 61716 118254 2.87% 0.501%

22 16.620 1285 1289 1293 rBV 37453 84937 2.06% 0.360%

23 17.226 1338 1342 1346 rBV 28512 78401 1.90% 0.332%

24 17.946 1401 1405 1410 rVB3 17654 47936 1.16% 0.203%
Sum of corrected areas: 23595501
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093698.D

Aca On : 16 Mar 2017 7:52

Operator : SJ/MA

Sample : 12167-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
3500000 TIC: BF093698.D

3000000
7.28
2500000
2000000
4.85
1500000
1000000 6.48

500000

5.34 6.4

] - s S S P A i A e

Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance -
3500000 0.08 TIC: BF093698.D

12.83
3000000

2500000
2000000

1500000

1000000; 890

11.25
500000 n

10R%66  11.10]

) e s e B L

™
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
3500000 TIC: BF093698.D

13.50

3000000
2500000
2000000
1500000

1000000

13.89 15.28
500000

14.93 1566  16.09 16.62 17.23 17.95

R I e s E e e e e e e AR

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\BF031517\
Data File : BF093698.D

Aca On : 16 Mar 2017 7:52

Operator : SJ/MA

Sample : 12167-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 2

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

4.85 38.97 ng 1929360 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 259 (4.847 min): BF093698.D (-257) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
460 4.80 5.00 5.20
Obr bl 51Ol 90 831 | B9 10 56.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL I I
59.0 460 480 500 5.20
m/z 58.10 15.74%
31.0 83.0 93010‘1.0
¥
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 5.00 5.20
5000 m/z 101.10 15.40%
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 #8114: 3-Hexanol, 4-methyl-
54.0 460 4.80 5.00 5.20
m/z 41.10 9.29%
5000 41.0
31.0
69.0 87.0
0 15.0 “‘H ‘m‘ 510“‘ : “ 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093698.D

Aca On : 16 Mar 2017 7:52

Operator : SJ/MA

Sample : 12167-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.48 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.48 27.68 ng 1370320 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 402 (6.482 min): BF093698.D (-401) (-) m/z 132.10 100.00%

13p.1
5000 68.1 %
‘ 96.1 —
|

mo mo | 851 | 6.20 6.40 6.60 6.80
Obrrprrrr il el e 852 Ll Tm/z 68.10 51.19%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2744: 2-Cyclohexen-1-one
68.0

6.20 6.40 6.60 6.80
40.0 ' m/z 66.05 32.80%

150 270 | %50 g
.W.H.P.”,”.W.H.P.”,”.,.”.P”.P.”,“.q.”.P.”,”.q.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0

6.20 6.40 6.60 6.80
5000 m/z 134.10 31.57%

o

92.0
65.0
. 270 390 510 77.0 105.0 .54
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- Eam RAR R
132.0 6.20 6.40 6.60 6.80

m/z 69.05 19.22%

5000
63.0 810
31.0 50.0 ‘ ‘ 101.0112.0
St N AN [ NN

| |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093698.D

Aca On : 16 Mar 2017 7:52

Operator : SJ/MA

Sample : 12167-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Tetratriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.70 ng 108382 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonacosane 408 C29H60 000630-03-5 90
Abundance Scan 1205 (15.660 min): BF093698.D (-1201) (-) m/z 57.05 100.00%
57.0
5000
99.1 " 15.40 15.60 15.80 16.00
141.2 1831 ) : : : :
ofbd d i [ 12183 el w7z 7110 62.74%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57.0
5000 R L BRI BN B

15.40 15.60 15.80 16.00
m/z 43.05 53.32%

| ‘ M 1-0 183.0 2250 267.0 311.0 367.0 4100

01150 |
T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
R R BEREEEEE e aa
15.40 15.60 15.80 16.00
5000 m/z 85.10 44 .28%
99.0
ol15.0 141.0 183.0 225.0 296.0
L i e o e o L LA A B o o o B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57.0 15.40 15.60 15.80 16.00
m/z 55.10 17.99%
5000
21 0.0
0 | 141017607190 2500 3000
....,....,....,....,.... T R R BEREEEEE e aa
m/z--> 0 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093698.D

Aca On : 16 Mar 2017 7:52

Operator : SJ/MA

Sample : 12167-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 4
R.T. EstConc Area Relative to ISTD R.T.
16.09 2.94 ng 118254 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1243 (16.094 min): BF093698.D (-1240) (-) m/z 57.10 100.00%
57.1
el 15.80 16.00 16,20 16.40
141.2 1 221.1 : : : :
S O O - (o o R
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 R BN SURLA SUNILN I
15.80 16.00 16.20 16.40
99.0 m/z 43.10 53.02%
o 27,0, ‘ | ||, 1410 183.0 2250 281.0 337.0 394.0
m/z--> 55 160 1éo 260 250 360 350 '
Abundance
57.0
' 15.80 16.00 16,20 16.40
5000 m/z 85.10 44 .79%
99.0
27.0 141.0 183.0 225.0 266.0296.0
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance #123100: Pentadecane, 8-heptyl-
57.0 15.80 16.00 16.20 16.40
m/z 55.05 21.00%
5000
| 0 210.0
o 270) | ||| 1410 1760 “ ) Y240.0 309.0
m/z--> 55 160 1éo 260 2%0 360 3%0 1580 16b0 1650 1&20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093698.D

Aca On : 16 Mar 2017 7:52

Operator : SJ/MA

Sample : 12167-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Nonacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.11 ng 84937 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 1289 (16.620 min): BF093698.D (-1285) (-) m/z 57.10 100.00%
57.1
5000 t‘/\/~/‘J\\’—/"\
J lgg'l 1411 16.20 16.40 16.60 16.80 17.00
177.1 2231 : : : : :
0...,|.]."..‘||,."."..'-,'.-.-.. s m/z 71.10 60.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
5000 AR P B A
16. 20 16. 40 16. 60 16 80 17. 00
99.0 m/z 43.10 51.15%
027‘01 \‘ L ‘\ 4 “14‘10‘ 183.0 225.0 267.0 309.0 351.0  408.0
m/z--> 50 100 1%0 200 250 300 350 460
Abundance
57.0
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.05 40.74%
99.0
0270 141.0 1830 2250 267.0 309.0 3660
m/z--> §o 160 150 200 250 360 350 460
Abundance #155177: Octacosane
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.00 20.43%
5000
99.0
o210 ] I | _}410 183.0 2250 2810 337.0  394.0
m/z--> §o 160 150 260 250 360 3éo 460 1620 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031517\
Data File : BF093698.D

Acq On : 16 Mar 2017 7:52

Operator : SJ/MA

Sample - 12167-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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... 4.85 39.0 ng 1929360 1 6.71 990094 20.0
unknown6 .48 6.48 27.7 ng 1370320 1 6.71 990094 20.0
Tetratriacontane 15.66 2.7 ng 108382 6 15.28 803265 20.0
Octacosane 16.09 2.9 ng 118254 6 15.28 803265 20.0
Nonacosane 16.62 2.1 ng 84937 6 15.28 803265 20.0
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