LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086004.D

Aca On : 2 Apr 2016 11:39

Operator : UM/SJ

Sample : H2055-06

Misc :

ALS Vial : 40 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-BF040216.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 4.967 250 252 262 rBV 51655 93423 2.72% 0.321%
2 5.367 285 287 290 rBVY 2032238 2592605 75.40% 8.919%
3 6.419 376 379 381 rBVY 2553547 2961514 86.13% 10.188%
4 6.544 387 390 392 rBVY 2773812 3069493 89.27% 10.560%
5 6.773 408 410 416 rBV 669184 608478 17.70% 2.093%
6 6.921 421 423 426 rBV 1690733 2294081 66.72% 7.892%
7 7.344 457 460 462 rBV 1682579 2019258 58.73% 6.947%
8 8.053 520 522 525 rBV 780536 796451 23.16% 2.740%
9 9.127 614 616 619 rBY 2341275 3330511 96.86% 11.458%
10 9.527 649 651 654 rBV 420332 392994 11.43% 1.352%
11 9.745 668 670 672 rBV 70383 61455 1.79% 0.211%
12 9.802 673 675 678 rVB 666631 873052 25.39% 3.003%
13 10.236 712 713 715 rVB 73258 86769 2.52% 0.299%
14 10.465 729 733 736 rBV 32767 67731 1.97% 0.233%

15 10.602 742 745 747 rBV 2016828 2314140 67.30% 7.961%

16 10.716 753 755 762 rVB 112836 160113 4.66% 0.551%
17 11.162 792 794 795 rBV 56978 52135 1.52% 0.179%
18 11.288 803 805 808 rBV 1042821 963142 28.01% 3.313%
19 11.825 850 852 863 rBvV 85967 118864 3.46% 0.409%
20 12.602 918 920 923 rBV 30562 46673 1.36% 0.161%

21 12.693 926 928 931 rvVB2 37272 43187 1.26% 0.149%
22 12.876 941 944 946 rBV 3508442 3438490 100.00% 11.829%
23 13.356 982 986 988 rBV 558678 569910 16.57% 1.961%
24 13.779 1020 1023 1032 rBV2 59775 188238 5.47% 0.648%
25 13.928 1033 1036 1038 rBV 895742 978045 28.44% 3.365%

26 14.751 1106 1108 1111 rVB 128470 118702 3.45% 0.408%
27 15.334 1156 1159 1168 rVB 552766 828505 24.10% 2.850%

Sum of corrected areas: 29067959
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF040216\
: BF086004.D

: 2 Apr 2016 11:39

: UM/SJ

: H2055-06

: 40 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040216.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086004.D

Aca On : 2 Apr 2016 11:39

Operator : UM/SJ

Sample : H2055-06

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.97 3.07 ng 93423 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 252 (4.967 min): BFO86004.D (-250) (-) m/z 43.10 100.00%
31
59.1
5000
1011 R NRRE AR RS
| 83.0 4.60 4.80 5.00 5.20 5.40
o L L o LTS Mt m/z 59.10 56 .22%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 22 .23%
0 m \. i . 83.0 . ‘
RIS L SO UL UL SURIL IUL IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520 540
5000 m/z 58.10 17.70%
101.0
71.0
150 280 56.0 86.0
e R IS I L IS L RS AR RS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #205: Acetone R R R E
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.01%
5000
15.0
58.0
27.0
0"'%Q'W“l”l'JWP"ﬁw'”I”"P"W'”'I”"P"W"”I' IS R R I
m/z--> 0O 10 20 30 40 50 60 70 80 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\BF040216\
Data File : BF086004.D

Aca On : 2 Apr 2016 11:39

Operator : UM/SJ

Sample : H2055-06

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 4 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.32 ng 160113 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Hexadecane 226 Cl16H34 000544-76-3 90
Abundance Scan 755 (10.716 min): BF086004.D (-753) (-) m/z 57.10 100.00%
57.1
5000
1131 10.40 10.60 10,80 11.00
o...,....,...h,.. 140.1 691 m/z 71.10 72.74%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57.0
85.0
5000 ST UL AL U
10,40 10.60 10.80 11.00
29.0 m/z 43.10 66.89%
0 L (MO 1410 1690 197.0 240.0
m/z--> 20 Jo 60 éo 160 150 150 1éo 180 200 220 250
Abundance
57.0
10.40 10.60 10.80 11.00
0
5000 85.0 m/z 85.10 49.27%
29.0
0 113.0 1410 160. o 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane T e e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 27.83%
5000 85.0
29.0
. | || 1130 1410 1690 1980
m/z--> 20 ' éo 80 100 150 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086004.D

Aca On : 2 Apr 2016 11:39

Operator : UM/SJ

Sample : H2055-06

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 5 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.47 ng 118864 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 86
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Dodecane 170 C12H26 000112-40-3 11
4 Tridecane 184 C13H28 000629-50-5 11
5 Pentadecane 212 C15H32 000629-62-9 10

Abundance Scan 852 (11.825 min): BF086004.D (-850) (-) m/z 73.00 100.00%

11. 60 11. 80 12. OO 12. 20

73.0
43.0
5000 129.1

o] m/z 60.00 81.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 ||||||||||||||||||
129.0 1160 11.80 12.00 12.20
185.0 228.0 m/z 43.05 79.55%

o

¥
II‘I‘II\I‘I\IInlwwI‘I\\ ‘ \H ‘H\ H‘ |“|‘|||‘||||‘1|6|6|P|||‘|||‘||||| ||||||||||| /HJL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0

11.60 11. 80 12. OO 12.20

5000 129.0 m/z 57.10 72 .25%
97.0 199.0 242.0
157.0
1800
O T T T T T e T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36157: Dodecane
43.0 11.60 11.80 12.00 12.20

m/z 55.10 67.18%

71.0
5000
“ ‘ ‘ | ‘ 98.0 127.0 170.0
| I | ! |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086004.D

Aca On : 2 Apr 2016 11:39

Operator : UM/SJ

Sample : H2055-06

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 6 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.36 11.65 ng 569910 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 90
2 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 59
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 Hexadecanamide 255 C16H33NO 000629-54-9 50
5 Dodecanamide 199 C12H25NO 001120-16-7 38
Abundance Scan 986 (13.356 min): BF086004.D (-982) (-) m/z 59.10 100.00%
59.1
5000

13.00 13.20 13.40 13.60

154.1 184.2210.1 238.2  281.3

0 m/z 72.10 73.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 LI L L L L L L LB L L

13.00 13.20 13.40 13.60
m/z 55.05  37.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0

13.00 13.20 13.40 13.60
5000 m/z 41.10 28.73%

240.0
ol 230 86.0 114.0 1420 1700  212.0 278.0 3210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...

13.00 13.20 13.40 13.60
m/z 43.10 23.07%

5000
83.0 111.0 141.0 170.0196.0 229.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13. 60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086004.D

Aca On : 2 Apr 2016 11:39

Operator : UM/SJ

Sample : H2055-06

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 1-Hexacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.78 3.85 ng 188238 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 1-Tetracosanol 354 C24H500 000506-51-4 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502

5 17-Pentatriacontene 491 C35H70 006971-40-0 87

Abundance Scan 1023 (13.779 min): BF086004.D (-1020) (-) m/z 57.10 100.00%

517.1
97.1
5000

T 13.40 1360 13.80 1400
207.1

0 ,..L I — m/z 43.10 85.84%

m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43.0

5000 83.0
13.40 13.60 13.80 14.00
m/z 83.10 80.54%

111.0
Olsby | 139.0168.0196.0224.0252.0280.0308.0336.0364.0
R e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
43.0

13.40 13.60 13.80 14.00
5000 83.0 m/z 55.10 80.07%

1000280-07-7 91

111.0
140.0168.0196.0  238.0266.0 30803360
i T T A
100 150 200 250 300 350
#152927: Trichloroacetic acid, hexadecyl ester

15.0
0 AR e . = == —
m/z-->
Abundance
13.40 13.60 13.80 14.00
m/z 69.10 75.38%
5000
111.0
o \MP%mmmmnm
- T T T T T T T T T I T T
m/z--> 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086004.D

Aca On : 2 Apr 2016 11:39

Operator : UM/SJ

Sample : H2055-06

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 8 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.87 ng 118702 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 78
3 1.5-Heptadiene. 3.3.5-trimethvl- 138 C10H18 074630-29-8 50
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 50
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50
Abundance Scan 1108 (14.751 min): BF086004.D (-1106) (-) m/z 69.10 100.00%
69.1
5000
121.1 14.40 14.60 14.80 15.00
.?g.ll,-'.I pd g yatert 2032 asta | ns781.10  51.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 R DN U DAL BV I
14.40 14.60 14.80 15.00
m/z 41.05 21.11%
0 e %0(-0”13‘”7 '9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.10 14 _.42%
137.0
o 29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #16328: 1,5—Heptadiene, 3,3,5—trimethy|— LA L L L LB L L B
69.0 14.40 14.60 14.80 15.00
m/z 68.10 11.66%
5000
oL 30 | | 1230
mz-> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 1500
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF086004.D

Acq On 2 Apr 2016 11:39

Operator : UM/SJ

Sample - H2055-06

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216.M
Quant Title : 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_97 3.1 ng 93423 1 6.77 608478 20.0
Heptadecane 10.72 3.3 ng 160113 4 11.29 963142 20.0
Tetradecanoic acid 11.82 2.5 ng 118864 4 11.29 963142 20.0
9-Octadecenamide, ... 13.36 11.7 ng 569910 5 13.93 978045 20.0
1-Hexacosanol 13.78 3.9 ng 188238 5 13.93 978045 20.0
Squalene 14.75 2.9 ng 118702 6 15.33 828505 20.0
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