LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117220.D

Aca On 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 14 rVB 290092 293173 20.98% 2.878%
2 5.446 567 571 588 rBV 971479 921856 65.96% 9.048%
3 6.457 738 743 746 rBVY 1002867 1000848 71.61% 9.824%
4 6.587 761 765 768 rBY 1170368 1071669 76.68% 10.519%
5 6.810 800 803 812 rBV 224174 204174 14.61% 2.004%
6 6.969 826 830 839 rBV 923756 801497 57 .35% 7.867%
7 7.375 895 899 916 rBV 589324 639894 45.78% 6.281%
8 8.092 1017 1021 1028 rBV 241990 247108 17.68% 2.425%
9 9.169 1199 1204 1207 rBvV 1390243 1259192 90.10% 12.360%
10 9.563 1267 1271 1283 rBB 78230 76267 5.46% 0.749%

11 9.845 1315 1319 1330 rBB 337371 301219 21.55% 2.957%
12 10.639 1450 1454 1470 rBV 839621 807656 57.79% 7.928%
13 11.333 1568 1572 1584 rBV 289300 286238 20.48% 2.810%
14 11.857 1659 1661 1665 rBV 35653 33449 2.39% 0.328%
15 12.416 1749 1756 1771 rBv4 16322 53689 3.84% 0.527%

16 12.922 1836 1842 1845 rBV 1364834 1397607 100.00% 13.718%
17 13.804 1988 1992 1994 rBV2 11979 15625 1.12% 0.153%
18 13.833 1994 1997 2014 rvv2 65953 147071 10.52% 1.444%
19 13.974 2017 2021 2033 rVB 209365 211374 15.12% 2.075%

20 14.427 2094 2098 2101 rBV2 20613 18648 1.33% 0.183%

21 14.727 2145 2149 2154 rBV 36958 34886 2.50% 0.342%

22 15.057 2196 2205 2211 rBV 45067 51720 3.70% 0.508%

23 15.427 2262 2268 2280 rBV 145977 215805 15.44% 2.118%

24 15.845 2330 2339 2347 rBV 36398 58360 4.18% 0.573%

25 16.339 2414 2423 2427 rBV2 21841 38941 2.79% 0.382%
Sum of corrected areas: 10187966
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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

Abundance TIC: BF117220.D

1200000 6.59

6.46
5.45
1000000 6.97

800000

600000 7.37

400000
12

200000

= SIS S L SR L S -

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF117220.D

1200000

1000000

10.64
800000

600000
400000

9.8 11.33
200000

9.56
|\ 11.86 12.42

e T ISANBERNEE.L = S| WL A
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF117220.D

1200000
1000000
800000
600000

400000

13.97
200000 15.43

1383 1443 1473 1506 /L 15.84 16.34

0 e s F e e [ S

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 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 : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 28.72 ng 293173 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (2.122 min): BF117220.D (-3) (-) m/z 73.00 100.00%
73
5000 /\k
43 55 87 HRNURSE A U UL
| | 2.20 2.30 2.40 2.50
O L L B e B o m/z 87.10 23.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRN RS A U UL

43 2.20 2.30 2.40 2.50
55 87 m/z 43.00 21.38%

29
L35 67 ||, 80
Ot P e R e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

2,20 2.30 2.40 2.50

5000 55 m/z 55.00 19.64%
J 79 | 97 112 129
on,n.w.”.“.”,”.w.”. T . 2
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- R e A m e
73 2,20 2.30 2.40 2.50

m/z 71.10 6.59%

5000
45
29 4
ol 39| 5 67 | 101

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 unknown6.59 Concentration Rank 1

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

6.59 104.98 ng 1071670 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 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 766 (6.593 min): BF117220.D (-761) (-) m/z 132.00 100.00%
5000 o8
0 45 g || 7 % 103 620 6.40 6.60 6.80 7.00
0 .,....,...::':.‘.‘.7,::..?h.'.',..'=~.,.f.“‘.3.,..!.,.':..,....,....,"...,.. m/z 68.00 36.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RRASERARSE NSRS RARRA Y
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.47%
38
0 'I""Il"'l!'l'!"lll'"I'"!I""I""I""I""I""I""I T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.00 23.98%
3B 44 o g7 105
e i P | Lws
o} NSRS SRR 1Sy PSRN N cANBD M NN NS .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.50%
117
5000
39 91
51 65 77
S I PR N 8 | o8 1° ‘12\
SNBSS PSS A 1 NN P S RN D M e S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.34 ng 33449 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1662 (11.863 min): BF117220.D (-1659) (-) m/z 73.00 100.00%
43 B
7
5000 129 013
97 115 TT T[T T T T 1 11 T Trrr1rrr1
| |||| Jm | || 1?7171 11.60 11.80 12.00 12.20
et e m/z 43.10 84 .23%
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
11.60 11.80 12.00 12.20
m/z 55.00 67.67%
1JJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 7B
11.60 11.80 12.00 12.20
5000 - m/z 41.00 65.38%
0‘ ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78 11.60 11.80 12.00 12.20
m/z 57.00 58.35%
43
5000
129
29 ‘ ; 115 171185 214
ohis || M‘”mm
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\BF092419\
Data File : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 7
R.T. EstConc Area Relative to ISTD R.T.

12.42 3.75 ng 53689 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 l1-Hexacosanol 382 C26H540 000506-52-5 78
3 5-Octadecene. (B)- 252 C18H36 007206-21-5 78
4 l1sobutyl tetradecvl carbonate 314 C19H3803 959275-58-2 53
5 1-Tridecene 182 C13H26 002437-56-1 50

Abundance Scan 1757 (12.422 min): BF117220.D (-1749) (-) m/z 55.00 100.00%

55 83
5000 111

‘ 12.20 12.40 12.60 12.80
o e — m/z 43.00 99.57%

m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83

12.20 12.40 12.60 12.80
m/z 83.00 99.06%

18 111
0 6 | 4 | 140 168 196 238 266 308 336
- T I L T T I T T T T I T T T T T T T I T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43
12.20 12.40 12.60 12.80
5000 83 m/z 57.10 94 _.67%
18 111
0 ‘ G lj' i L 139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55 12.20 12.40 12.60 12.80
m/z 97.00 88.55%
83
5000
29 ' 111
ol L 30 aem a0s g 22
m/z--> 50 100 150 200 250 300 350 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 : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 2,2"-(Ethane-1,2-diylbis(ox... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 13.92 ng 147071 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 72
2 2-(2-(2-Methoxvethoxv)ethoxv)eth... 268 C14H2005 1000366-99-1 64
3 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 59
4 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 53
5 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13CI03 1000368-25-9 50
Abundance Scan 1996 (13.827 min): BF117220.D (-1994) (-) m/z 105.00 100.00%
105
149
5000 77
41 s5 "560 13'80 1400 1420
125 207
Ol e bt e e m/z 149.00 64.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105
149
5000 A SRR AR AR RS
77 13.60 13.80 14.00 14.20
m/z 76.95 42 .60%
oL1528 Stes | 91 | 118131 | 179193 209 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105
A
149 LRI BSUAL SUURL B B
13.60 13.80 14.00 14.20
5000 59 . m/z 70.00 11.98%
29 89
o..1.5,..M..,.\.»..,..w..,.u..,w.w...l,?-‘?.l.%s,..w. 63 179103 200
m/z--> 20 60 80 100 120 140 160 180 200 220 240 A
Abundance #156210: Diethylene glycol dibenzoate A L L ma
105 149 13.60 13.80 14.00 14.20
m/z 41.00 9.70%
5000
77
0 27 39 5} ‘ | 122 \ 179192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.23 ng 34886 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2149 (14.727 min): BF117220.D (-2145) (-) m/z 57.10 100.00%
g7
85
5000
| l| 113 11 207 14.40 14.60 14.80 15.00
ok A m/z 71.10 80.12%
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 43.10 63.25%

29 113
oL Lt VM 100 197 225 253 296
L B i o H B B e e I B e e |
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 59.70%
113
o 2. J‘I“L | 77,141 169 197 225 267 295 365 393
——
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57 14.40 14.60 14.80 15.00
m/z 55.00 26.95%
5000 85
2 1s 141
0 |, ﬂ 169 197 225 253 281 309 337 365 394
=ty . I A e o e e e B LB
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 : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 Pentacosane Concentration Rank 6

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

15.06 4.79 ng 51720 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2206 (15.063 min): BF117220.D (-2196) (-) m/z 57.10 100.00%

57
85
5000
| i | " 11|3 141 207 14.80 15.00 15.20 15.40
-4 m/z 71.10 80.37%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.80 15.00 15.20 15.40
m/z 85.10 59.95%

29| 113
oL LU L 20 07 225 253 298
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
A IIIIIIIIIIIIIIIIIIIIIII
14.80 15.00 15.20 15.40
5000 P m/z 43.00 58.68%
113
oL 2Ly [ |11 169189211 239 267 205 323 352
— ..,.... - e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 26.34%
5000 85
29 113
oL T j by g lfl 169 197 225 253 295 323 367
e e P e
m/z--> 50 100 150 200 250 300 350 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 : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 Tritetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.84 5.41 ng 58360 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 86
3 Hexacosane 366 C26H54 000630-01-3 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Pentatriacontane 493 C35H72 000630-07-9 83
Abundance Scan 2338 (15.839 min): BF117220.D (-2330) (-) m/z 57.10 100.00%
57
5000
99
| 14, 15.60 15.80 16.00 16.20
o 2 e M/Z 71.10  88.46Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000
15.60 15.80 16.00 16.20
97 m/z 43.10 62.70%
0 | 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 160 150 200 250 300 350 400 450 500 5%0 660
Abundance #125659: Sulfurous acid, 2-propyl undecy! ester
43
15.60 15.80 16.00 16.20
5000 o m/z 85.10 62.00%
ok LA 125155189219
m/z--> 50 160 150 200 250 300 3%0 460 4éo 560 5%0 660
Abundance #194493: Hexacosane
57 15.60 15.80 16.00 16.20
m/z 55.00 32.53%
5000
99
0 | 141 183 225 267 309 367
m/z--> 50 160 1%0 260 250 300 350 460 4éo 560 5%0 660 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 : BF117220.D

Aca On : 24 Sep 2019 17:20

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.61 ng 38941 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 72
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 72
3 Octane. 3.4.5.6-tetramethvl- 170 C12H26 062185-21-1 59
4 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 53
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
Abundance Scan 2423 (16.339 min): BF117220.D (-2414) (-) m/z 57.00 100.00%
57 71
43 85
5000
99
|| 13157 16.00 16.20 16.40 16.60
o} ..w..”,J”.“..w..”,”.....w.”.,” m/z 71.10 81.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43
71
5000
16.00 16.20 16.40 16.60
29 m/z 85.10 61.78%
99
N 113127 141 155 169182 196 210 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43
57 USSR SRR RARRS
16.00 16.20 16.40 16.60
5000 71 m/z 43.10 57.31%
85
JL P ‘\ Q) T He125 a4 160 3 o3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38355: Octane, 3,4,5,6-tetramethyl-
43 57 16.00 16.20 16.40 16.60
m/z 55.00 38.05%
71
5000 g g5
0 L 97 1\3126139 168
m/z--> 20 45 eb éo 100 120 140 160 180 200 220 240 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 : BF117220.D

Acq On 24 Sep 2019 17:20

Operator : JU

Sample : PB123268BL

Misc :

ALS Vial : 8 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 28.7 ng 293173 1 6.81 204174 20.0
unknown6 .59 6.59 105.0 ng 1071670 1 6.81 204174 20.0
n-Hexadecanoic acid 11.86 2.3 ng 33449 4 11.33 286238 20.0
n-Tetracosanol-1 12.42 3.8 ng 53689 4 11.33 286238 20.0
2,2"-(Ethane-1,2-... 13.83 13.9 ng 147071 5 13.97 211374 20.0
Heneicosane 14.73 3.2 ng 34886 6 15.43 215805 20.0
Pentacosane 15.06 4.8 ng 51720 6 15.43 215805 20.0
Tritetracontane 15.84 5.4 ng 58360 6 15.43 215805 20.0
Heptadecane 16.34 3.6 ng 38941 6 15.43 215805 20.0
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