LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111380.D

Aca On : 13 Dec 2018 20:03

Operator : JU/SJ

Sample : J6214-53

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121218 .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 4.040 323 332 337 rBV 54839 71955 1.12% 0.168%
2 4.993 491 494 503 rVB 89173 111676 1.74% 0.261%
3 5.087 506 510 513 rBV 106324 97621 1.52% 0.228%
4 5.410 561 565 579 rBY 3263811 3004206 46.79% 7.027%
5 6.422 733 737 749 rBVY 2116608 2123238 33.07% 4_.967%

6.563 757 761 764 rBV 5615657 5231007 81.47% 12.236%
6.622 768 771 777 rVB 67233 74714 1.16% 0.175%
6.793 796 800 808 rBV 1817435 1487942 23.17% 3.481%
6.951 822 827 830 rBV 5722961 5001347 77.89% 11.699%
7.357 890 896 899 rBV 4046757 4150617 64.64% 9.709%

=
QO ~NO®

11 8.075 1014 1018 1021 rBV 2208824 1828527 28.48% 4.277%
12 9.151 1197 1201 1205 rBV 6697235 6420742 100.00% 15.019%
13 9.539 1265 1267 1271 rBV 90028 70971 1.11% 0.166%
14 9.828 1312 1316 1319 rBV2 2009830 1665598 25.94% 3.896%
15 10.616 1446 1450 1453 rBV 3185051 2826377 44.02% 6.611%

16 11.310 1564 1568 1571 rBV 1550407 1305400 20.33% 3.054%
17 11.845 1655 1659 1670 rBV 623172 630368 9.82% 1.475%
18 12.522 1771 1774 1778 rBV2 40774 69312 1.08% 0.162%
19 12.627 1789 1792 1799 rBV 319987 363063 5.65% 0.849%
20 12.898 1834 1838 1841 rBV 4553684 4016995 62.56% 9.397%

21 13.804 1988 1992 1999 rBV2 272851 320921 5.00% 0.751%
22 13.945 2012 2016 2026 rBV 1109741 1073588 16.72% 2.511%

23 14.733 2148 2150 2155 rVB 68584 68910 1.07% 0.161%
24 15.386 2257 2261 2265 rBV 624844 734335 11.44% 1.718%

Sum of corrected areas: 42749430
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\

BF111380.D

13 Dec 2018 20:03

JussJ

J6214-53

10 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121218.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111380.D

Aca On : 13 Dec 2018 20:03

Operator : JU/SJ

Sample : J6214-53

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 unknown6.56 Concentration Rank 1

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

6.56 70.31 ng 5231010 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 760 (6.557 min): BF111380.D (-757) (-) m/z 132.00 100.00%
13R.0
5000 68.1
400 L e J oo | |63 6u0 6bo oho
o} S e m/z 68.10 43.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR U SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.28%
0 [ L B SR SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.05 28.04%
104.0
0 27.0 WO%O 88.0 | |
m/z--> 20 40 60 éo 100 120 140 160 180 200
Abundance #52379: Tranylcypromine- proplonyl R O e
57.0 132. 6.20 6.40 6.60 6.80
m/z 69.10 17 .25%
74.0
5000 98.0 116.0
o ...,....,....quu..m..”..ﬂw..w,.ﬂ‘u ..%?%9...,%8?9, - SN | G | G —
m/z--> 20 40 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111380.D

Aca On : 13 Dec 2018 20:03

Operator : JU/SJ

Sample : J6214-53

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.85 9.66 ng 630368 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Undecanoic acid 186 C11H2202 000112-37-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 1660 (11.851 min): BF111380.D (-1655) (-) m/z 43.10 100.00%

431 730
5000 129.1

11.60 11.80 12.00 12.20
0 m/z 59.95 89.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0

5000 2560 LI L L LB L BB
11.60 11.80 12. OO 12 20
97.0 m/z 73.00 87.69%
| 157.0 185.0
Ol rr el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
11.60 11. 80 12. 00 12.20
5000 129.0 m/z 41.10 73.27%
olsoll U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid R B e ST e
73.0 11.60 11.80 12.00 12.20
m/z 57.05 72.93%
43.0
5000 129.0
185.0
97.0 228.0
Lol i | 157.0 |
O bl ‘”.HMA.“JH,”...”...”‘”...”.“.”,” TR T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12.00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111380.D

Aca On : 13 Dec 2018 20:03

Operator : JU/SJ

Sample : J6214-53

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.63 5.56 ng 363063 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1792 (12.627 min): BF111380.D (-1789) (-) m/z 43.10 100.00%
431
73.0
5000 129.1
J o 1852 212 ggep | 1040 1260 1280 1500,
ol DL 09.1 ' m/z 57.05 79.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
430 ,, 73.0
5000 129.0 R BRI U BN SR
12.40 12.60 12.80 13.00
241.0 284.0 m/z 73.00 76.81%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
430 730
I I

12.40 12.60 12.80 13.00
5000 256.0 m/z 60.00 73.95%

213.0

157.0 185.0

-

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 730 12.40 12.60 12.80 13.00
m/z 55.10 65.49%
5000 129.0

;

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

T T T T
12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111380.D

Aca On : 13 Dec 2018 20:03

Operator : JU/SJ

Sample : J6214-53

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 5.98 ng 320921 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1991 (13.798 min): BF111380.D (-1988) (-) m/z 57.10 100.00%

51.1

97.1

5000

-

13.40 13.60 13.80 14.00 14.20
m/z 43.05  94.04%

126.1 166.1197.1227.9

281.1 317.1
o

m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
(=
0 970
5000 TT T T[T T T T [T T T T[T T TT[TT
13. 40 13 60 13. 80 14. 00 14 20
m/z 55.05 93.28%
o2 L | P3901680 2100 26602950
- L I T T T T T T I T T T T I L
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
57.0
. RRRE S s e e
970 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 83.73%
oL270] li ‘ [P 1680 20802330 2830 33so
— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester B e e e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 81.63%
97.0
h WL/\V
oL 270 li ‘ | ‘W'O. 1680 20002380 2830 3840
T L A e e e o ISR I s s B S REmmE
m/z--> 50 100 150 200 250 300 350 13. 40 13 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121318\
Data File : BF111380.D

Acq On : 13 Dec 2018 20:03

Operator : JU/SJ

Sample - J6214-53

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218_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]
unknown6 .56 6.56 70.3 ng 5231010 1 6.79 1487940 20.0
n-Hexadecanoic acid 11.85 9.7 ng 630368 4 11.31 1305400 20.0
Octadecanoic acid 12.63 5.6 ng 363063 4 11.31 1305400 20.0
1-Heneicosanol 13.80 6.0 ng 320921 5 13.95 1073590 20.0
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