LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094991.D

Aca On : 8 May 2017 21:09

Operator : SJ/MA

Sample : 13010-03

Misc :

ALS Vial : 10 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-BF050217 .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 5.037 522 527 541 rBV 269516 567784 16.63% 2.127%
2 5.660 629 633 665 rBY 1800728 2790718 81.72% 10.452%
3 7.260 899 905 920 rBVY 1974219 2900903 84.95% 10.865%
4 7.378 920 925 936 rVB 2360076 3113769 91.18% 11.662%
5 7.713 978 982 999 rVB 470614 573356 16.79% 2.147%
6 7.954 1018 1023 1033 rBvY 2056052 2431105 71.19% 9.105%
7 8.619 1130 1136 1158 rBvV 1397007 1921020 56.25% 7.195%
8 9.736 1321 1326 1346 rBV 562413 788480 23.09% 2.953%
9 11.513 1622 1628 1642 rBV 2647197 3414876 100.00% 12.790%
10 12.195 1740 1744 1756 rBvV 221825 302964 8.87% 1.135%
11 12.560 1801 1806 1819 rBV2 614800 882021 25.83% 3.303%
12 13.407 1945 1950 1957 rBvV 34480 41127 1.20% 0.154%
13 13.860 2021 2027 2043 rBV 1346138 1924089 56.34% 7.206%
14 14.177 2076 2081 2086 rBvV 26396 37306 1.09% 0.140%
15 14.965 2210 2215 2229 rVB 521600 711485 20.83% 2.665%
16 15.589 2315 2321 2326 rVB 77183 87690 2.57% 0.328%
17 15.930 2375 2379 2390 rBvV2 75397 108147 3.17% 0.405%
18 16.659 2498 2503 2507 rBvV 68304 70283 2.06% 0.263%
19 17.295 2605 2611 2622 rBVY 2176362 2753383 80.63% 10.312%
20 18.577 2819 2829 2834 rBV7 21101 66282 1.94% 0.248%
21 18.636 2834 2839 2846 rVvV 445524 599993 17.57% 2.247%
22 18.695 2846 2849 2854 rVB 35495 39757 1.16% 0.149%
23 20.300 3118 3122 3132 rBV 379662 537662 15.74% 2.014%
24 23.729 3697 3705 3714 rVB 11036 35774 1.05% 0.134%

Sum of corrected areas: 26699974
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094991.D

Aca On : 8 May 2017 21:09

Operator : SJ/MA

Sample : 13010-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF094991.D
2500000 7.38

7.95

2000000 7.2¢
5.66

1500000 8.62

1000000

500000
5.04

T
7.50

T T T T T N T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF094991.D

2500000 1451

| T
8.00 8.50 9.00

2000000

1500000 13.86

1000000

12.56
9.74 14.97

500000
12.19

13.41 L 14.18 15.59 15.93 16.66

]
Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF094991.D

2500000

17.29
2000000

1500000

1000000

500000 18.64 20.30

1815869 23.73

e L T B T L T e R B B e

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094991.D

Aca On : 8 May 2017 21:09

Operator : SJ/MA

Sample : 13010-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.04 19.81 ng 567784 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 528 (5.042 min): BF094991.D (-522) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 U UL R R IR
| 83.0 480 5.00 520 5.40
Obrrr el e e m/z 59.10 57.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR UL UL AR I
59.0 480 500 520 5.40
0,
150 4, 1010 m/z 101.00 22 .14%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540
5000 m/z 58.10 14 _.43%
101.0
15.0 58.0
0 28.0 69.0 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L  EAA m e
59.0 480 5.00 520 5.40
m/z 41.10 9.17%
5000 41.0 /\
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094991.D

Aca On : 8 May 2017 21:09

Operator : SJ/MA

Sample : 13010-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.38 Concentration Rank 1

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

7.38 108.62 ng 3113770 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 925 (7.378 min): BF094991.D (-920) (-) m/z 132.00 100.00%
132.0
5000 68.0
0050 || BT J 7h 7o 740 7k 7o
O T N e m/z 68.05 38.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LR UL I R
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.68%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 23.28%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl  mma R
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 14 .94%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094991.D

Aca On : 8 May 2017 21:09

Operator : SJ/MA

Sample : 13010-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 o-Terphenyl Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.59 2.46 ng 87690 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Terphenvl 230 C18H14 000084-15-1 99
2 6.6-Diphenvilfulvene 230 C18H14 002175-90-8 90
3 Pvrene. 1.3-dimethvl- 230 C18H14 064401-21-4 86
4 5.6-Dihvdrochrvsene 230 C18H14 002091-92-1 74
5 Naphthacene, 5,12-dihydro- 230 C18H14 000959-02-4 62
Abundance Scan 2321 (15.589 min): BF094991.D (-2315) (-) m/z 230.10 100.00%
1
5000
114.0 202.1 LA BN BRI SURLA B
. 88.1 152.0 . 15.20 15.40 15.60 15.80 16.00
ol °10 820 17690 m/z 229.10  61.13%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #86260: o-Terphenyl
230.0
5000 LI IR BN SUNILA B
15.20 15.40 15.60 15.80 16.00
m/z 215.10 37 .89%
114.0 202.0
27.0 510 880 | | 139.0 1650 T
mz-> 20 40 60 80 100 120 140 160 180 260 220
Abundance
230.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 228.10 32.98%
010 202.0
ol 330 510 750 © 1280 1020 176.0
miz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance #86273: Pyrene, 1,3-dimethyl- e
230.0 15.20 15.40 15.60 15.80 16.00
m/z 226.10 20.45%
5000
101.0 202.0
0 1l 53 0 75.0 | \‘ Al 150.0 174.0 | \‘ ‘ ‘ u‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 15,20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094991.D

Aca On : 8 May 2017 21:09

Operator : SJ/MA

Sample : 13010-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.93 3.04 ng 108147 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 38
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 18
Abundance Scan 2379 (15.930 min): BF094991.D (-2375) (-) m/z 73.10 100.00%
431 731
5000
129.1
97.0 S R
149.0 1711 2132 256.3 1560 15.80 16,00 16.20
0 m/z 43.10 91.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 15.60 15.80 16.00 16.20
Ji 1570 1geo 2130 2560 | M/Z 60.00  83.83%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
SRR AR AR RARRE
15.60 15.80 16.00 16.20
5000 129.0 m/z 57.10 74 .65%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0 15.60 15.80 16.00 16.20
43.0 m/z 41.00 68.62%
5000 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094991.D

Aca On : 8 May 2017 21:09

Operator : SJ/MA

Sample : 13010-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.58 2.21 ng 66282 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Tetracosanol-
2 l1-Heptacosanol
3 Octacosanol

4 Heptacosvl acetate

5 Behenic alcohol

354 C24H500
396 C27H560
410 C28H580
438 C29H5802
326 C22H460

000506-51-4 91
002004-39-9 91
000557-61-9 87
1000351-78-2 87
000661-19-8 86

Abundance Scan 2830 (18.583 min): BF094991.D (-2819) (-) m/z 57.00 100.00%
57.0
97.0
5000
‘ | 207.0 18.20 18.40 18.60 18.80 19.00
or—r—dn e ! m/z 83.10 71.89%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000

m/z 55.05 66 .47%

18.20 18.40 18.60 18.80 19.00
|

0
‘M“H;MOQM%M 308.0337.0

Znof |
O i T T
m/z--> 50 00 150 200 250 300 350
Abundance
57.0 (97.0
18.20 18.40 18.60 18.80 19.00
5000 m/z 69.00 65.48%
139.0
o 27.0 181.0 222.0 264.0294.0 334.0 378.0
L B A o e e e e e I e e e e L e o o |
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0 18.20 18.40 18.60 18.80 19.00
97.0 m/z 71.10 53.52%
5000
m 90
o 271,00 ) | | 1810 222 02520 292.0322.0 362. 03920
e e ey i i o e e e
m/z--> 50 100 150 200 250 300 350 18.20 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
Data File : BF094991.D

Acq On : 8 May 2017 21:09

Operator : SJ/MA

Sample - 13010-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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... 5.04 19.8 ng 567784 1 7.71 573356 20.0
unknown7 .38 7.38 108.6 ng 3113770 1 7.71 573356 20.0
o-Terphenyl 15.59 2.5 ng 87690 4 14.97 711485 20.0
n-Hexadecanoic acid 15.93 3.0 ng 108147 4 14.97 711485 20.0
n-Tetracosanol-1 18.58 2.2 ng 66282 5 18.64 599993 20.0
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