LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 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-BF091319.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 2.116 3 5 15 rVB 291851 316497 22.77% 3.103%
2 5.445 567 571 574 rBV 995744 897715 64.58% 8.801%
3 6.457 738 743 746 rBV 984593 1005079 72.30% 9.853%
4 6.586 761 765 768 rBVY 1167130 1077285 77.50% 10.561%
5 6.810 800 803 815 rBB 216736 203615 14.65% 1.996%
6 6.969 826 830 834 rBV 898855 791115 56.91% 7.756%
7 7.375 895 899 917 rBV 575066 641823 46.17% 6.292%
8 8.092 1017 1021 1036 rBV 238985 257410 18.52% 2.523%
9 9.169 1199 1204 1207 rBvV 1474818 1244302 89.51% 12.198%
10 9.563 1267 1271 1280 rBV 79929 76292 5.49% 0.748%

11 9.845 1315 1319 1332 rBB 331510 302655 21.77% 2.967%
12 10.639 1450 1454 1464 rBV 850604 801192 57.64% 7.854%
13 11.333 1568 1572 1581 rBV 293596 285246 20.52% 2.796%
14 11.857 1658 1661 1669 rBV2 30216 35858 2.58% 0.352%
15 12.416 1751 1756 1764 rBV5 17030 42885 3.09% 0.420%

16 12.921 1837 1842 1845 rBV 1468876 1390104 100.00% 13.628%
17 13.798 1988 1991 1994 rBV2 12249 16408 1.18% 0.161%
18 13.833 1994 1997 2014 rVvVv3 57899 142190 10.23% 1.394%
19 13.974 2017 2021 2031 rVB 204166 205074 14.75% 2.010%

20 14.427 2094 2098 2105 rBV 20683 21252 1.53% 0.208%
21 14.727 2143 2149 2157 rVB 37904 41178 2.96% 0.404%
22 15.057 2201 2205 2213 rVB 48233 55983 4_.03% 0.549%
23 15.427 2262 2268 2279 rBV 154697 217059 15.61% 2.128%
24 15.851 2330 2340 2346 rBV2 42160 66619 4_.79% 0.653%
25 16.333 2414 2422 2430 rBV3 26159 50889 3.66% 0.499%
26 16.909 2515 2520 2526 rVB3 8106 14829 1.07% 0.145%
Sum of corrected areas: 10200554
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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\BF092419\

BF117218.D

24 Sep 2019 16:27

Ju

PB123339BL

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000
1000000
800000
600000

400000

200000

TIC: BF117218.D

6.59

5.45 6.46

6.97

7.37

Ok
Time-->

T
5.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF117218.D

10.64

11.33

9.56
i

11.86 12.42

Time-->

— T T T T T T T T T T
9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF117218.D

13.97

ﬂiéfﬁ 16.33

1443 1473 1506 16.91

Time-->

13.50

15.00

16.50

T T
17.00 17.50 18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.12 31.09 ng 316497 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF117218.D (-3) (-) m/z 73.10 100.00%
73
5000
43 87
55 HRNURSE U U LU
35 | | 2.20 2.30 2.40 2.50
) SESENEERDEERL. 1 U MRS OREBEBN  EES LNSS m/z 87.05 29.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HRNURESE U U U
43 2.20 2.30 2.40 2.50
55 87 m/z 43.00 27.94%
0 ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87 HRRR R U LU
2.20 2.30 2.40 2.50
5000 a1 55 m/z 55.05 20.66%
| :
ok 1l ML!?M o1, 79 | o7 m2 1
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl- R R e AR

55 78 2.20 2.30 2.40 2.50
m/z 71.10 11.66%

5000
43
31
111 371 | 67 ||, 83 97 115

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2,20 2.30 2.40 2.50

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2 unknown6.59 Concentration Rank 1

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

6.59 105.82 ng 1077290 1,4-Dichlorobenzene-d4 6.81
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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 766 (6.592 min): BF117218.D (-761) (-) m/z 132.00 100.00%
132
5000 o8
96 TrrTTTTTT T T T T T T T T
40 5y 8 | 106 6.20 6.40 6.60 6.80 7.00
01 o A I B m/z 68.00 36.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 L
5000 NS AR SR
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 33.02%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .15%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine-propionyl e ,L. AT
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.35%
5000 98 116
| I ”qu I‘h .uh. rl“-‘-. 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Undecanoic acid Concentration Rank 10

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

11.86 2.51 ng 35858 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 Maltose 342 C12H22011 000069-79-4 38
5

.beta.-D-Mannofuranoside,

1-0-(1... 332 C17H3206

1000155-29-9 22

Abundance Scan 1662 (11.863 min): BF117218.D (-1658) (-)
73
43 57
5000 129
H H i
0,.”Jl.JJ. ”L”,”lh..”,”.w.”...” S -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50053: Undecanoic acid
73
43
50001 o9
1294
101115 | 186
0 AL, |...1.5,7.1??. [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid
60 73
129
5000
87
143
OH . “’1\ B
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid
73
60
5000 43 129
7 115 o7
“ | 101 e ‘ 171 200
0,.”.“.”J”‘,H.Jﬂuuw.”u“.”,”.ﬁgqn‘”....”,”.w.
m/z--> 20 80 100 120 140 160 180 200 220 240 260

m/z 73.00 100.00%

11.60 11.80 12.00 12.20

m/z 43.00 68.79%

11.60 11.80 12.00 12.20

m/z 57.10 68.72%

11.60 11.80 12.00 12.20

m/z 60.00 64 .26%

11.60 11.80 12.00 12.20

m/z 55.00 61.22%

11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.42 3.01 ng 42885 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 59
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 53
3 1-Hexacosanol 382 C26H540 000506-52-5 50
4 Cvclopentane. (2-methvibutvIl)- 140 C10H20 053366-38-4 47
5 n-Nonadecanol-1 284 C19H400 001454-84-8 47
Abundance Scan 1757 (12.421 min): BF117218.D (-1751) (-) m/z 69.10 100.00%
43 7
5000
| ‘ 12.20 12.40 12.60 12.80
Ol e S S B B S m/z 43.00 93.89Y%
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
48
5000 83
12.20 12.40 12.60 12.80
18 11 m/z 97.10 91.18%
0 6 i | ,140 168 196 238 266 308 336
m/z--> 50 100 1éo 260 250 300 3éo
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57 A
"'1220 12140 1260 12.80
5000 m/z 55.00 89.94Y%
29 111
P IJ m‘ “ L ‘ |x139 168 196 22 .ZF? R—
m/z--> 50 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43 12.20 12.40 12.60 12.80
m/z 57.10 89.09%
5000 83
18 ﬂ ‘111
0 ‘ Ll les ' | \139 168 196 224 252 278 308 336 364
m/z--> 5'0 100 150 2(')0 25'30 3(')0 3éo 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Diethylene glycol dibenzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 13.87 ng 142190 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 72
2 2-(2-(2-Methoxvethoxv)ethoxv)eth... 268 C14H2005 1000366-99-1 72
3 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 64
4 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 64
5 2,2"-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 59
Abundance Scan 1996 (13.827 min): BF117218.D (-1994) (-) m/z 104.95 100.00%
105
149
5000 "
M ' 13.60 13.80 14.00 14.20
Olrrrprrree bbb e el e || M7z 149.00 74.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156211: Diethylene glycol dibenzoate
105
149
5000 7 I SN SUULA I I
13.60 13.80 14.00 14.20
51 m/z  77.00  50.04%
o 123 | 164 183 207 238 283 314
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105
149 NI S SUNILS S B
13.60 13.80 14.00 14.20
5000 5977 m/z 83.10 12.89%
ST U I AT - T 179 209
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzoate
105 149 13.60 13.80 14.00 14.20
m/z 51.00 11.70%
5000
77
oL_28 St || | 122 175193200 23 267
m/z--> 20 4'0 60 80 100 150 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Sulfurous acid, butyl dodec... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.43 2.07 ng 21252 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 86
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 78
5 Triacontane 422 C30H62 000638-68-6 72
Abundance Scan 2098 (14.427 min): BF117218.D (-2094) (-) m/z 57.10 100.00%
57
85
5000
| ||11|3 007 14.20 14.40 14.60 14.80
o m/z 71.00 79.87%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #149369: Sulfurous acid, butyl dodecy! ester

5000
14.20 14.40 14.60 14.80

m/z 43.10 57 .90%

04
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane
5[7
14.20 14.40 14.60 14.80
5000 a5 m/z 85.10 53.97%
i 113141169
o ) ‘ JU I A19‘7225253281309337 380
L L LA HL LA B S o o o o B
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
14.20 14.40 14.60 14.80
m/z 41.00 29.86%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 8 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.79 ng 41178 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2149 (14.727 min): BF117218.D (-2143) (-) m/z 57.10 100.00%
g7
85
5000
| | ”113 141 207 281 14.40 14.60 14.80 15.00
ol Ly 0 A m/z 71.10 83.83%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.40 14.60 14.80 15.00
m/z 43.00 65.64%

29| 113
oL e 07 25 o5y 206
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 64 .95%
2 s 141
0 |, ﬂ 169 197 225 253 281 309 337 365 394
Lty - I A e o e e e B L B
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57 14.40 14.60 14.80 15.00
m/z 55.00 28.58%
85
5000
29
L B B e ....,....,.... —
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 9 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 5.16 ng 55983 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2206 (15.062 min): BF117218.D (-2201) (-) m/z 57.05 100.00%
q7
85
5000
113
v | 209 14.80 15.00 15.20 15.40
O b A e | | m/z 70.95  89.50%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
5000

14.80 15.00 15.20 15.40
m/z 85.10 69.70%

141169197 225253 296

04
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane
5[7
14.80 15.00 15.20 15.40
5000 a5 m/z 43.05 61.47%
i 113141169
o ) ‘ JU I A19‘7225253281309337 380
L L LA HL LA B S o o o o B
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
14.80 15.00 15.20 15.40
m/z 55.00 34.27%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 10 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.85 6.14 ng 66619 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 78
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 78
3 Hexadecane 226 C16H34 000544-76-3 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 2340 (15.851 min): BF117218.D (-2330) (-) m/z 57.10 100.00%
g7
85
5000
| “ 113 141 15.60 15.80 16.00 16.20
S m/z 71.00 88.19%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
g7
5000
85 15.60 15.80 16.00 16.20
} m/z 85.00 65.86%
0 %9 | ) 113 141 169 197 225 253 281 323 351 380
m/z--> §0 160 1%0 260 250 360 3éo
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71 15.60 15.80 16.00 16.20
5000 m/z 43.10 56.35%
99
N ‘ J‘ | 127,155 183202225 253 295 337
m/z--> §0 160 1%0 260 250 360 3éo
Abundance #83025: Hexadecane
57 15.60 15.80 16.00 16.20
m/z 55.00 23.64%
5000
85
29
ol .,I.n..‘.,l%? 41 %9 197 226
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117218.D

Aca On : 24 Sep 2019 16:27

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 11 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.33 4.69 ng 50889 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Triacontane 422 C30H62 000638-68-6 64
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 64
Abundance Scan 2422 (16.333 min): BF117218.D (-2414) (-) m/z 57.10 100.00%
57
85
5000
| ||113 281 16.00 16.20 16.40 16.60
oy m/z 71.10 85.04%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85

16.00 16.20 16.40 16.60
m/z 43.00 67.72%

113
NI I O L A T 3 -
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43
71 16.00 16.20 16.40 16.60
5000 m/z 85.00 67.12%
99 238 281
oL ULl 155 183 211 238 | 300 336 365 302
At e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 16.00 16.20 16.40 16.60
m/z 55.10 31.81%
85
5000
29 113
ol UL |21 160 107 225 253 296
et e e e
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092419\
Data File : BF117218.D

Acq On : 24 Sep 2019 16:27

Operator : JU

Sample : PB123339BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
Butane, 2-methoxy... 2.12 31.1 ng 316497 1 6.81 203615 20.0
unknown6 .59 6.59 105.8 ng 1077290 1 6.81 203615 20.0
Undecanoic acid 11.86 2.5 ng 35858 4 11.33 285246 20.0
n-Tetracosanol-1 12.42 3.0 ng 42885 4 11.33 285246 20.0
Diethylene glycol... 13.83 13.9 ng 142190 5 13.97 205074 20.0
Sulfurous acid, b... 14.43 2.1 ng 21252 5 13.97 205074 20.0
Heneicosane 14.73 3.8 ng 41178 6 15.43 217059 20.0
Heptacosane 15.06 5.2 ng 55983 6 15.43 217059 20.0
Hexadecane 15.85 6.1 ng 66619 6 15.43 217059 20.0
Heptadecane, 9-oc... 16.33 4.7 ng 50889 6 15.43 217059 20.0
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