LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096478.D

Aca On 5 Jul 2017 12:36

Operator : SJ/MA

Sample : 13975-14

Misc :

ALS Vial : 8 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-BF070117.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 4.904 474 479 490 rBV 323105 443984 14.43% 1.710%
2 5.328 546 551 554 rBVY 2790427 2698602 87.73% 10.391%
3 6.351 720 725 728 rBVY 2920240 3075868 100.00% 11.843%
4 6.481 742 747 751 rBVY 2883770 2934717 95.41% 11.300%
5 6.710 783 786 790 rBVY 1006803 803209 26.11% 3.093%
6 6.869 809 813 816 rBVY 2295777 2004059 65.15% 7.717%
7 6.992 830 834 838 rVB2 33258 41197 1.34% 0.159%
8 7.275 873 882 885 rBY 1846556 1911030 62.13% 7.358%
9 7.369 893 898 902 rBV5 48373 71863 2.34% 0.277%
10 7.522 923 924 928 rVB 37241 33013 1.07% 0.127%
11 7.639 942 944 949 rVB4 42370 42900 1.39% 0.165%

12 7.710 949 956 961 rBv4 55031 103051 3.35% 0.397%
13 7.992 1000 1004 1008 rBV 1178317 1007344 32.75% 3.879%

14 8.075 1015 1018 1020 rVB 61168 45791 1.49% 0.176%
15 8.169 1029 1034 1037 rBv4 26628 47777 1.55% 0.184%
16 8.210 1039 1041 1044 rvv2 56131 41470 1.35% 0.160%
17 8.292 1048 1055 1058 rBV5 38355 56445 1.84% 0.217%
18 8.451 1076 1082 1083 rBV2 35484 51291 1.67% 0.197%
19 8.545 1094 1098 1104 rBv4 44305 63980 2.08% 0.246%
20 8.692 1120 1123 1127 rVB3 44340 63940 2.08% 0.246%
21 9.075 1183 1188 1191 rBV 2738564 2400868 78.05% 9.244%
22 9.163 1199 1203 1207 rBV5 51162 68800 2.24% 0.265%
23 9.469 1251 1255 1257 rBV 1270759 1043180 33.91% 4.017%
24 9.486 1257 1258 1261 rVB2 94028 54187 1.76% 0.209%
25 9.669 1286 1289 1291 rVB2 61603 53755 1.75% 0.207%
26 9.692 1291 1293 1298 rBV2 56103 61595 2.00% 0.237%
27 9.745 1298 1302 1306 rBV 1000365 1017095 33.07% 3.916%
28 9.916 1329 1331 1336 rBV5 25899 41955 1.36% 0.162%
29 10.022 1346 1349 1352 rBV2 87612 85083 2.77% 0.328%
30 10.192 1376 1378 1380 rVB 57563 40373 1.31% 0.155%
31 10.292 1393 1395 1397 rBV3 39998 39009 1.27% 0.150%
32 10.416 1412 1416 1419 rVB 103342 108373 3.52% 0.417%
33 10.498 1428 1430 1432 rBV2 31255 33407 1.09% 0.129%

34 10.533 1432 1436 1440 rVV 1461143 1341336 43.61% 5.165%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096478.D

Aca On 5 Jul 2017 12:36

Operator : SJ/MA

Sample : 13975-14

Misc :

ALS Vial : 8 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF070117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.669 1456 1459 1460 rBV2 103524 107987 3.51% 0.416%

36 10.733 1468 1470 1473 rBV3 43411 36736 1.19% 0.141%
37 11.116 1532 1535 1537 rBV3 38140 40378 1.31% 0.155%
38 11.145 1537 1540 1547 rVB 96187 118496 3.85% 0.456%
39 11.227 1551 1554 1557 rVB 925429 748914 24 _.35% 2.884%
40 12.815 1819 1824 1827 rVB 1683981 1571832 51.10% 6.052%

41 13.298 1903 1906 1913 rVB 52673 52923 1.72% 0.204%
42 13.715 1974 1977 1989 rBV 182246 182457 5.93% 0.703%

43 13.857 1997 2001 2005 rBV 690770 627357 20.40% 2.416%
44 15.268 2236 2241 2246 rVB 468926 553311 17.99% 2.131%

Sum of corrected areas: 25970938
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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\BFO70517\

BF096478.D

5 Jul 2017 12:36

SJ/MA

13975-14

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF096478.D

5.33 36/48
6.87

7.27

4.90

Me,gg 7.377.52.641

0
Time-->

5.00

5.50

7.00

7.50

Abundance

2500000

2000000

1500000

1000000

500000

0 ==

TIC: BF096478.D

12.82
10.53

9.47

i

13.30
A

Time-->

10.50 11.00 11.50 12.00 12.50 13.00

13.50

Abundance

2500000

2000000

1500000

1000000

500000
.72

TIC: BF096478.D

13.86

15.27

|

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\BF070517\
Data File : BF096478.D

Aca On 5 Jul 2017 12:36

Operator : SJ/MA

Sample : 13975-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

4.90 11.06 ng 443984 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 45
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 478 (4.898 min): BF096478.D (-474) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 PSSR VSRR SRR S
4.60 4.80 5.00 5.20
el 500 L 670 830 | h/z 59.00 53.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A U L I
59.0 460 480 500 520
m/z 101.00 14.13%
e e 830 030 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.00 12.73%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- P
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.86%
5000
410 101.0
Ase O Lol 80 wo
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096478.D

Aca On 5 Jul 2017 12:36

Operator : SJ/MA

Sample : 13975-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1

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

6.48 73.07 ng 2934720 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 747 (6.481 min): BF096478.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
IR AR RN
401 540 | 9.1 6.20 6.40 6.60 6.80
..,....,....,...:,"!..:,!!..,::.-.|,..'..,f.‘?;9,....,.-:..,1.1.‘?-9,...., lere | M7z 68.10  40.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 RS SRS SRS R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.48%
'WH'WH“J“”b“'N“W'HH“'W“”l““V'“V“'w“w‘“W““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 26.73%
41.0 97.0
53.0
79.0 117.0
Wmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L N B
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.89%
5000
104.0
120 27.0 300 510 900770 o540 | 1450 ‘ |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096478.D

Aca On 5 Jul 2017 12:36

Operator : SJ/MA

Sample : 13975-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Undecane, 3,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.42 2.13 ng 108373 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 76
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 64
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 59
4 Dodecane. 6-methvl- 184 C13H28 006044-71-9 58
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 58

Abundance Scan 1417 (10.422 min): BF096478.D (-1412) (-) m/z 57.10 100.00%

51.1
5000

191 1451 16041871 10.20 10.40 10.60 10.80
m/z 43.00 56.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000 LA L L L L L LB
10. 20 10 40 10. 60 10. 80
m/z 71.10 42 _.07%
29.0 85.0 1130
] b | 1550 184.0
A o L B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R REEmE R
10.20 10.40 10.60 10.80
5000 m/z 85.05 25.65%
29.0 85.0
126.0 155.0
IR B o o o AN I e e S R RN R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl- A L R REmms e
57.0 10.20 10.40 10.60 10.80
m/z 41.00 25.30%
5000
85.0
29.0 ‘ 113.0
e b T M0 1830 auo 230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096478.D

Aca On 5 Jul 2017 12:36

Operator : SJ/MA

Sample : 13975-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.88 ng 107987 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 2-methyltetracosane 352 C25H52 1000376-72-6 72
Abundance Scan 1459 (10.669 min): BF096478.D (-1456) (-) m/z 57.10 100.00%
57.1
5000
\ || o2 1y 1212 10140 1060 10180 11,00
SN 9 0 0 O e m/z 43.10 54.35%
miz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L B BULILN BRI UL
mmmmmmnm
99.0 m/z 71.10 48.26%
27,0 ‘ I i H , 1410 1830 225.0 281.0 337.0 394.0
miz--> 0 éo 100 1éo 200 250 360 350 '
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 41.00 32.67%
99.0
27.0 141.0 183. 0 225.0 267.0 338.0
miz--> 0 éo 160 1éo 200 250 360 3%0 '
Abundance #141425: Heneicosane AR EEEEEEEEE
57.0 10.40 10.60 10.80 11.00
m/z 85.10 27 .49Y%
5000
99.0
2710 ‘ | | 1410 1830 2250 266,0296.0

T
m/z--> 0 50 100 150 200 250 300 350 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096478.D

Aca On 5 Jul 2017 12:36

Operator : SJ/MA

Sample : 13975-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hentriacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.15 3.16 ng 118496 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 78
3 Octacosane 394 C28H58 000630-02-4 72
4 Heneicosane 296 C21H44 000629-94-7 64
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64

Abundance Scan 1541 (11.151 min): BF096478.D (-1537) (-) m/z 57.10 100.00%
51.1
5000
1131 LA SUNIURA B B
] 181.1 10.80 11.00 11.20 11.40
b b e e "m/z 71.10 58.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 R AR SRR BN B B

m/z 43.05 45 _.57%

1080 1100 11.20 1140
uEy

n }4}9 183.0 225.0 267.0 309.0 351.0 393.0 436.0
...,... e e

m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R I o O
10.80 11.00 11.20 11.40
5000 m/z 85.10 40.19%
99.0
1410 1830 2399 2810 330
T T T T e T e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane B B .
57.0 10.80 11.00 11.20 11.40
m/z 113.10 16.71%
5000
99.0
250 | |l 1 J , 141.0 183.0 2250 281.0 337.0 394.0
e e e e e S
m/z--> 50 100 150 200 250 300 350 400 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096478.D

Aca On 5 Jul 2017 12:36

Operator : SJ/MA

Sample : 13975-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Trifluoroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.82 ng 182457 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1978 (13.721 min): BF096478.D (-1974) (-) m/z 43.10 100.00%
43.1 971
69.1
5000
13.40 13.60 13.80 14.00
e m/z 55.00 98.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
83.0
5000 111.0 SR DA R RN UL
1340 13.60 13.80 14.00
29.0 m/z 57.05 97 .94%
140.0 182.0 210.0 255.0 306.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
97.0 13.40 13.60 13.80 14.00
5000 m/z 97.10 78.73%
123.0

153.0 196.0 222.0 269.0
mﬁmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #166292: Behenic alcohol e o
55,0 13.40 13.60 13.80 14.00
m/z 83.05 68.35%
5000
29.0
Ll 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
Data File : BF096478.D

Acq On 5 Jul 2017 12:36

Operator : SJ/MA

Sample : 13975-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._.90 11.1 ng 443984 1 6.71 803209 20.0
unknown6 .48 6.48 73.1 ng 2934720 1 6.71 803209 20.0
Undecane, 3,6-dim... 10.42 2.1 ng 108373 3 9.75 1017100 20.0
Octacosane 10.67 2.9 ng 107987 4 11.23 748914 20.0
Hentriacontane 11.15 3.2 ng 118496 4 11.23 748914 20.0
Trifluoroacetic a... 13.72 5.8 ng 182457 5 13.86 627357 20.0
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