LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108900.D
Aca On : 10 Sep 2018 18:30 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J4829-01 OILY-STONES-PADS
ALS Vial : 15 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-BF090518 .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 4.937 438 442 452 rVB 115029 145225 3.90% 0.460%
2 5.354 508 513 516 rBVY 3490167 3289506 88.33% 10.422%
3 6.378 682 687 692 rBY 3311009 3473620 93.27% 11.005%
4 6.507 705 709 713 rBVY 3577051 3458156 92.86% 10.956%
5 6.742 745 749 752 rBVY 1371969 1109886 29.80% 3.516%

6.895 771 775 779 rBV 3136537 2758753 74.08% 8.740%
7.295 839 843 847 rBV 2130806 2106969 56.57% 6.675%
8.019 962 966 970 rBV 1519994 1342194 36.04% 4.252%
9.095 1145 1149 1152 rBV 4268231 3724229 100.00% 11.799%
9.489 1212 1216 1219 rBV 433504 363474 9.76% 1.152%

=
QO ~NO®

11 9.772 1260 1264 1268 rBV 1544300 1297702 34.84% 4.111%
12 10.554 1393 1397 1404 rBV 2120125 1793696 48.16% 5.683%
13 11.248 1512 1515 1518 rBV 1394902 1120443 30.09% 3.550%
14 11.789 1604 1607 1611 rBv4 199237 278385 7.47% 0.882%
15 12.319 1693 1697 1700 rBV 692957 721396 19.37% 2.285%

16 12.836 1781 1785 1788 rBV 2967639 2645503 71.03% 8.381%
17 13.877 1959 1962 1966 rVB 1261691 1142112 30.67% 3.618%
18 15.289 2198 2202 2206 rVB 685613 793205 21.30% 2.513%

Sum of corrected areas: 31564454
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108900.D

Aca On : 10 Sep 2018 18:30

Operator : JU/SJ

ﬁ?ggle i J4829-01 OILY-STONES-PADS
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF108900.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108900.D

Aca On : 10 Sep 2018 18:30

Operator : JU/SJ

ﬁ?ggle i J4829-01 OILY-STONES-PADS
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 5

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

4.94 2.62 ng 145225 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 443 (4.942 min): BF108900.D (-438) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
83.0 4.60 4.80 5.00 5.20
0 ..,....,....,....','::..,..~:~Ii...6.9',0....,.-...9,1'.0..:,|...., m/z 59.10 55.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N LN LR LR
59.0 460 4.80 500 520
m/z 101.10 20.69%
o ao | 830 930"
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
460 4.80 500 520
5000 m/z 58.00 18.10%
43.0 101.0
31.0 -
o t20 il soy) eo o0 |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8387: 2-Pentanol, 2,4—dimethy|— LA L LB L B LB B
59.0 4.60 4.80 5.00 5.20
m/z 41.00 7.81%
5000
43.0 101.0
m/z--> 10 20 30 40 5 6 70 8 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108900.D

Aca On : 10 Sep 2018 18:30

Operator : JU/SJ

ﬁ?ggle i J4829-01 OILY-STONES-PADS
ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.51 Concentration Rank 1

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

6.51 62.32 ng 3458160 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 709 (6.507 min): BF108900.D (-705) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 % oo J o5 ok ko by
o} B e e L m/z 68.10 44 _45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 I SRR SRS N SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.09%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.10 27 .65%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.29%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| A RERERR R L
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF090518.M Tue Sep 11 10:43:20 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108900.D

Aca On : 10 Sep 2018 18:30

Operator : JU/SJ

ﬁ?ggle i J4829-01 OILY-STONES-PADS
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.79 4.97 ng 278385 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Tetratetracontane 619 C44H90 007098-22-8 45
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 45
Abundance Scan 1607 (11.789 min): BF108900.D (-1604) (-) m/z 57.10 100.00%
57.1
5000 85.1 MMA/\[\/\
11:40 1160 11.80 12.00 12.20
Obr el m/z 43.10 85.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
430 73.0
5000 256.0 AR SRR DR SR B
nmumnmnmnm
] 213.0 m/z 73.00 73.90%
157.0 185.0
o.np.nhha
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39473: n-Decanoic acid
60.0
11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 71.10 70.24%
29.0 87.0
oo L ML a0mp | o w20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A B o
43.0 | 73.0 11.40 11.60 11.80 12.00 12.20
m/z 41.10 60.63%
5000 129.0 NfﬁA/qufﬂd/JL"“”A«~¢~w¢n/ﬂ
0.1.5.'?....,... I e e o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1140 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108900.D

Aca On : 10 Sep 2018 18:30

Operator : JU/SJ

ﬁ?ggle i J4829-01 OILY-STONES-PADS
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.32 12.88 ng 721396 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 1697 (12.319 min): BF108900.D (-1693) (-) m/z 57.10 100.00%
51.1
5000 vﬁkaAAyf\rVMJ{*,VJVN«.NANNM
QT o o0 1530 1540 He
£ 1832 2383 . . ) )
0....,.~.'..,.'l..11,'.'..-.,...'.,...:?O?'.z...,....,... m/z 71.10 84.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 AR R SRR
12. oo 12. 20 12. 40 12.60
m/z 85.10 54 _.82%
oL J] Ll 141.0 183.0 2250 267.0 309.0 3520
m/z--> §o 100 1éo 200 2éo 360 3%0 460
Abundance #141426: Heneicosane
57.0
12.00 12.20 12.40 12.60
5000 m/z 43.10 51.92%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> §o 100 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane R R mama
57.0 12.00 12.20 12.40 12.60
m/z 99.10 23.42%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> % 1m ﬁo m 250 %o w)4& nmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091018\

Data File : BF108900.D

Acq On : 10 Sep 2018 18:30

Operator : JU/SJ

3?22'6 i J4829-01 OILY-STONES-PADS
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.94 2.6 ng 145225 1 6.74 1109890 20.0
unknown6 .51 6.51 62.3 ng 3458160 1 6.74 1109890 20.0
n-Hexadecanoic acid 11.79 5.0 ng 278385 4 11.25 1120440 20.0
Pentacosane 12.32 12.9 ng 721396 4 11.25 1120440 20.0
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