LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062819\
Data File : BF115271.D

Aca On : 28 Jun 2019 10:38

Operator : HP/JU

Sample : PB120885BL

Misc :

ALS Vial : 7 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-BF062119.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 4.431 419 424 431 rVB 111220 131518 2.09% 0.254%
2 5.195 549 554 557 rBVY 4117296 4026142 64.03% 7.788%
3 5.848 659 665 672 rBV 42729 73362 1.17% 0.142%
4 6.237 726 731 734 rBVY 3920488 4275858 68.00% 8.271%
5 6.266 734 736 742 rVB 108615 99692 1.59% 0.193%
6 6.366 748 753 756 rBVY 4633123 4453532 70.83% 8.614%
7 6.436 762 765 771 rBV 75618 77094 1.23% 0.149%
8 6.595 789 792 796 rBVY 1677024 1498826 23.84% 2.899%
9 6.754 815 819 822 rBVY 4110709 3626600 57.68% 7.015%
10 7.160 882 888 891 rBVY 2998958 2827893 44.98% 5.470%

11 7.878 1006 1010 1014 rBV 2305909 1950725 31.02% 3.773%
12 8.960 1188 1194 1197 rBV 5825610 5691348 90.52% 11.009%
13 9.348 1256 1260 1266 rBV 555849 448513 7.13% 0.868%
14 9.625 1302 1307 1311 rBV 2745771 2294108 36.49% 4._437%
15 10.407 1435 1440 1443 rBV 3869999 3571707 56.81% 6.909%

16 11.095 1553 1557 1561 rBV 2743560 2450481 38.97% 4._.740%
17 11.648 1647 1651 1664 rBV2 716432 773891 12.31% 1.497%
18 12.430 1780 1784 1796 rBV 271617 337591 5.37% 0.653%
19 12.683 1822 1827 1830 rBV 6197675 6287595 100.00% 12.162%
20 13.601 1980 1983 1986 rBV 364385 299132 4.76% 0.579%

21 13.660 1986 1993 1999 rBV5 100007 325734 5.18% 0.630%
22 13.718 1999 2003 2006 rVB 2715229 2387471 37.97% 4.618%
23 13.924 2034 2038 2043 rBV 121556 110023 1.75% 0.213%
24 14.236 2087 2091 2094 rBV 147214 151666 2.41% 0.293%
25 14.536 2139 2142 2147 rBV 213396 196789 3.13% 0.381%

26 14.842 2190 2194 2198 rBV 232436 237296 3.77% 0.459%
27 15.101 2233 2238 2243 rBV 1982717 2428371 38.62% 4.697%
28 15.177 2246 2251 2259 rVB 222122 312988 4.98% 0.605%
29 15.554 2311 2315 2321 rBV 151440 205788 3.27% 0.398%
30 15.995 2386 2390 2398 rVB 95111 147406 2.34% 0.285%

Sum of corrected areas: 51699140
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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\BF062819\

BF115271.D

28 Jun 2019 10:38

HP/JU

PB120885BL

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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\BF062819\
Data File : BF115271.D

Aca On : 28 Jun 2019 10:38

Operator : HP/JU

Sample : PB120885BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.37 Concentration Rank 1

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

6.37 59.43 ng 4453530 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (6.372 min): BF115271.D (-748) (-) m/z 132.00 100.00%
5000
68
% J 6.00 620 6.40 6.60 6.80
40 : : : : :
o | fr &7 | yeus L m/z 134.00 34.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR SRR N
6.00 6.20 6.40 6.60 6.80
2 51 78 m/z 68.00 31.51%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.00 620 6.40 6.60 6.80
5000 67 m/z 66.00 20.34%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e A
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.00 12._.47%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 I | R
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115271.D

Aca On : 28 Jun 2019 10:38

Operator : HP/JU

Sample : PB120885BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.65 6.32 ng 773891 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1651 (11.648 min): BF115271.D (-1647) (-) m/z 73.00 100.00%
43 g0 B
5000 129
85 213 L B UL I S
8 IS | 43157171185 1170 256 11.40 11.60 11.80 12.00
0 m/z 43.00 82.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 %
11.40 11.60 11.80 12.00
m/z 60.00 82.11%
TJJ 143157171185199213
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

43 e e EEEEE mmma
11.40 11.60 11.80 12.00

5000 - 129 m/z 57.05 65.83%

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

143 157 214

0
Abundance #84455; Tetradecanoic acid R TR PR
73 11.40 11.60 11.80 12.00
60 m/z 55.00 63.46%
43
5000 129

228

M‘ HH Il
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

o

T T T
11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115271.D

Aca On : 28 Jun 2019 10:38

Operator : HP/JU

Sample : PB120885BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.83 ng 337591 Chrysene-di12 13.72
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 1784 (12.430 min): BF115271.D (-1780) (-) m/z 72.95 100.00%
43 78
5
5000 129
241
199513227 12.20 12.40 12.60 12.80
Ot m/z 43.00 96.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78 KWﬂMN%MMJ
5000 129 U R BN SRR B
12.20 12.40 12.60 12.80
185 m/z 60.00 83.07%
143,171 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 78
5 ERER SR SN UL B
12.20 12.40 12.60 12.80
5000 29 256 m/z 57.05 73.69%
213
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid B RS REaes B
43 78 12.20 12.40 12.60 12.80
57 m/z 55.00 68.67%
5000 129
29
199
‘ 143157171185 22 ,ﬂ,ﬁN\thuﬂy\JLK«NAMﬁ\,NWW,
O'Fﬁﬂ'ww“ HRIRA SR B SO B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF062119.M Mon Jul 01 16:36:36 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115271.D

Aca On : 28 Jun 2019 10:38

Operator : HP/JU

Sample : PB120885BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Diethylene glycol dibenzoate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.60 2.51 ng 299132 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 83
2 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 78
3 2.5.8.11-Tetraoxatridecan-13-vl ... 312 C16H2406 1000366-96-7 72
4 Benzoic acid. 2-(3-nitrophenvle... 271 C15H13NO4 1000368-22-4 64
5 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 56
Abundance Scan 1983 (13.601 min): BF115271.D (-1980) (-) m/z 105.00 100.00%
105 149
5000 77
43 57 13.20 13.40 13.60 13.80 14.00
Ol 2 1 122 ) 165179 209 281 “n/z 149.00 86.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 AR A I
77 13.20 13.40 13.60 13.80 14.00
m/z 77.00 39.74%
ol 27 Sﬂ , 122 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189292: 2,2'- (Etf:Dane 1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105
149 13.20 13.40 13.60 13.80 14.00
5000 m/z 57.00 11.84%
77
oL 28 S 1 g1 | 131 | 179193209 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154292: 2,5,8,11-Tetraoxatridecan-13-yl benzoate T B
105 149 13.20 13.40 13.60 13.80 14.00
5 m/z 150.00 8.89%
5000
77
o 29 J‘ ’ 91 || 119133 175 193 209224 253267 A .
m/z--> 20 40 éo éo 100 120 150 160 180 200 220 240 260 280 13:20 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115271.D

Aca On : 28 Jun 2019 10:38

Operator : HP/JU

Sample : PB120885BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.73 ng 325734 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 1993 (13.660 min): BF115271.D (-1986) (-) m/z 83.00 100.00%

43

5000
193209 281 13.40 13.60 13.80 14.00
kel m/z 43.00 94.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
56 83
5000 LI I B B B

13.I4O 13!60 13.I80 14.IOO
m/z 55.00 93.94%

29
167182

294

210 238 266

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 83
B R EE L
13.40 13.60 13.80 14.00
5000 m/z 57.00 93.17%
29 139 oo
o 182 210 238 264280 308
e R ARRERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester e
57 13.40 13.60 13.80 14.00
83 m/z 97.00 84.86%
5000
0 15 154 182 210 237 255 306

T T I T
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115271.D

Aca On : 28 Jun 2019 10:38

Operator : HP/JU

Sample : PB120885BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.58 ng 312988 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2251 (15.177 min): BF115271.D (-2246) (-) m/z 57.00 100.00%
57
85
5000
141 19 197 403 14.80 15.00 15.20 15.40
ol ,J. ' || Lo f ™ 207 225 298275295318 345 T mjz  71.10  78.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 L SR DS B SRR
mmmmmmmm
m/z 43.05 62.70%
29 13 141
oL i 169 197 225 253 282
m/z--> 55 160 1%0 200 2éo 360 3%0 460
Abundance #129502: Nonadecane, 9-methyl-
57
o 14.80 15.00 15,20 15.40
5000 m/z 85.05 59.32%
113 140 168
0 ‘ 1, h 211 238 267
m/z--> 50 100 150 260 250 300 3%0 460
Abundance #141426: Heneicosane R R S a et
57 14.80 15.00 15.20 15.40
m/z 55.00 21 .44%
85
5000
29 113
ol | L J ] Jlﬁ1‘169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 350 400 1480 1500 1520 1520 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062819\
Data File : BF115271.D

Acq On : 28 Jun 2019 10:38

Operator : HP/JU

Sample : PB120885BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
unknown6 .37 6.37 59.4 ng 4453530 1 6.60 1498830 20.0
n-Hexadecanoic acid 11.65 6.3 ng 773891 4 11.10 2450480 20.0
Octadecanoic acid 12.43 2.8 ng 337591 5 13.72 2387470 20.0
Diethylene glycol... 13.60 2.5 ng 299132 5 13.72 2387470 20.0
1-Heneicosanol 13.66 2.7 ng 325734 5 13.72 2387470 20.0
Eicosane 15.18 2.6 ng 312988 6 15.11 2428370 20.0
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