LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 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-BF111319.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 2.152 4 11 16 rVB 3746526 5005516 91.30% 12.158%
2 5.087 506 510 518 rVB 293987 343702 6.27% 0.835%
3 5.492 574 579 582 rBY 2566885 2242293 40.90% 5.446%
4 6.498 746 750 753 rBVY 1637721 1443739 26.33% 3.507%
5 6.645 771 775 778 rBVY 4054276 4005257 73.05% 9.729%
6 6.875 811 814 818 rBVY 1029313 827700 15.10% 2.010%
7 7.034 837 841 844 rBVY 3765205 3196822 58.31% 7.765%
8 7.439 905 910 913 rBVY 2483766 2548881 46.49% 6.191%
9 8.163 1029 1033 1036 rBv 1292508 1068578 19.49% 2.596%
10 9.245 1212 1217 1220 rBv 5337378 4878997 88.99% 11.851%
11 9.839 1313 1318 1325 rVvB4 29824 60350 1.10% 0.147%

12 9.927 1329 1333 1336 rBV 1468426 1256950 22.93% 3.053%
13 10.722 1463 1468 1471 rBV 3399303 3191495 58.21% 7.752%
14 11.416 1583 1586 1590 rBV 1463845 1328962 24.24% 3.228%
15 11.939 1668 1675 1680 rBV 92099 126121 2.30% 0.306%

16 12.727 1805 1809 1821 rBV2 95153 143864 2.62% 0.349%
17 13.016 1853 1858 1861 rBV 5640183 5482705 100.00% 13.317%
18 14.068 2033 2037 2041 rVB 1234671 1050486 19.16% 2.552%
19 14.227 2060 2064 2067 rVB 91702 80550 1.47% 0.196%
20 14.533 2112 2116 2123 rBV 201420 190166 3.47% 0.462%

21 14.845 2165 2169 2174 rBV 305694 308875 5.63% 0.750%
22 15.192 2223 2228 2235 rBV 308565 389167 7.10% 0.945%
23 15.562 2286 2291 2300 rBV2 731385 1315353 23.99% 3.195%
24 16.039 2366 2372 2378 rVB 214053 334101 6.09% 0.812%
25 16.556 2454 2460 2469 rBV 123921 242902 4.43% 0.590%

26 17.174 2561 2565 2573 rVB2 53176 106184 1.94% 0.258%

Sum of corrected areas: 41169716
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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\BF120319\

BF118061.D
3 Dec 2019 14:37
Ju
PB125174BL
4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000
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2000000
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0
Time-->
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0
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Time-->
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13.00
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TIC: BF118061.D

14.07
15.56

\
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1423 S \ 16.56
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N\ 17.17
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0
Time-->

1
13.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1

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

2.15 120.95 ng 5005520 1,4-Dichlorobenzene-d4 6.87
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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 11 (2.152 min): BF118061.D (-4) (-) m/z 73.10 100.00%
7B
5000 43 /\
55 87
220 2.30 2.40 2.50 2.60
Ol et L 8t el 101 sz 43.05  36.86Y%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HAAE R R U UL U
43 55 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.10 28.21%
. 133 a0 | e1 67| 101
miz--> 0 2 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
no g 87 1220 2.30 2.40 250 2.60
5000 m/z 55.05 25.86%
S M\ H‘ o /\
"'P"'I'”' T U UL A
m/z--> 10 40 50 80 90 100
Abundance #1877: Acetamlde, N- ethyl R R
30 220 2.30 2.40 2.50 2.60
m/z 41.05 12.52%
5000 43 87 j/\
15 72
0 H‘ 37 52 59
m/z--> 10 20 30 4'0 50 6|0 70 80 9'0 100 | 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.09 8.30 ng 343702 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 511 (5.093 min): BF118061.D (-506) (-) m/z 43.00 100.00%
a3
59
5000
101
83 480 5.00 520 5.40
Obrerprrrrprrrree 2Ll 00 8 m/z 59.00 62.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 A UL UL LIS I
59 480 500 520 540
m/z 100.95 28.67%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 14 _.64%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R ma e
43 480 5.00 520 5.40
m/z 40.95 8.86%
5000
101
15 58
I 0 s |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.65 Concentration Rank 2

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

6.65 96.78 ng 4005260 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF118061.D (-771) (-) m/z 131.95 100.00%
5000
68
40 % 640 6.60 6.80 7.00
54 - - - -
o fer L Weus . m/z 68.05 34.46%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR AR R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34 .03%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 22.41%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e e
132 6.40 6.60 6.80 7.00
m/z 69.10 14 .38%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 | S |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.17 ng 143864 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 1809 (12.727 min): BF118061.D (-1805) (-) m/z 73.00 100.00%

43 73

57

5000

3

12.40 12.60 12.80 13.00
m/z 43.05 92.76%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73

3

129 s =
12.40 12.60 12.80 13.00

m/z 57.00 78 .86%

5000

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

SN

w
@]

|

~

w

12.40 12.60 12.80 13.00
m/z 55.00 75.30%

5000

29

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R e REmaEE

43 90 12.40 12.60 12.80 13.00
m/z 59.95 72.69%
5000 129
213
JH, 143157171185199

0 et dissiod IRt it

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .53 3.62 ng 190166 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2115 (14.527 min): BF118061.D (-2112) (-) m/z 57.05 100.00%
57
5000 85 1 l
141 169 324 14.20 14.40 14.60 14.80
|- J, A .|| .l'.ll. Carpprals | er ot 38 m/z 71.10  69.54%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
14.20 14.40 14.60 14.80
- m/z 43.10 62.32%
ol ﬂ113dlf1 169 197 225 253 338
m/z--> 55 100 150 260 2éo 300 3éo
Abundance #105886: Octadecane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 48 .45%
29
0 \‘ t ] Bl 1113A 41 169 197 225 254
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #141426: Heneicosane L B e B B R B o
57 14.20 14.40 14.60 14.80
m/z 55.05 26.73%
85
29 113
ol W by J 141 169 197 225 253 296
m/z--> 50 100 1%0 2(')0 250 3(')0 35'30 14.'20 14.'40 14.|60 14.|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.84 4.70 ng 308875 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2168 (14.839 min): BF118061.D (-2165) (-) m/z 57.05 100.00%
57
5000 8
I 101 16 " 14160 14.80 15.00 15.20
o....|, Ll “ P LI L — m/z 71.05 72.12%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.60 14.80 15.00 15.20
m/z 43.10 61.85%
. 29 Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
" 14160 14.80 15.00 15.20
5000 85 m/z 85.05 51.84%
oL 38 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> 50 100 1%0 200 2%0 300 350
Abundance #141426: Heneicosane R B RREE S o S
57 14.60 14.80 15.00 15.20
m/z 41.00 25 .58%
85
5000
29 113
ol L. Ty J[ I 1?1 (169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.19 5.92 ng 389167 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2228 (15.192 min): BF118061.D (-2223) (-) m/z 57.05 100.00%
57
85
5000

| 141 169191211 14.80 15.00 15.20 15.40 15.60
[ — A “ Ly P Ro1els 239 267 295 m/z 71.10 74.88%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 NI BN LI L L LB B
14.80 15.00 15.20 15.40 15.60
- m/z 43.10 63.76%
oL | | (113 141 169 197 225 253 281 309 337 365 304
e e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
S A RS RE AR
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.05 55.78%
113
ol 3 L |l 77,141 169 197 239 267 204 323 352
et e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R e o AARRE
57 14.80 15.00 15.20 15.40 15.60
m/z 55.10 24 _93%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
A R AN RE S T
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Triacontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.04 5.08 ng 334101 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2372 (16.039 min): BF118061.D (-2366) (-) m/z 57.05 100.00%

o j\\/\_j\¥/\,/

15.80 16.00 16.20 16.40
m/z 71.10 72.56%

141 169 197 225 253 283

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
97
5000 85 LI L L L L L
15. 80 16. 00 16. 20 16 40
m/z 43.05 61.84%
29 113 149
oL |y ﬂ [ 141,169 197 225 253 295 323 367
il LI LA e e e LB B A e o e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
B RS B S
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 55.08%
13 qm
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
I L o o o e e I e L S e B e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane  EAREE BT o e
57 15.80 16.00 16.20 16.40
m/z 41.05 21.56%
85
5000
29 113
oL Ll L7724 169 107 225 253 338
L o o e e L B e EL L N o B o o o o o o i I R REE R e e S SRR
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118061.D

Aca On : 3 Dec 2019 14:37

Operator :© JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.56 3.69 ng 242902 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2461 (16.562 min): BF118061.D (-2454) (-) m/z 57.00 100.00%

5000

Hr

16.20 16.40 16.60 16.80
m/z 71.10 71.31%

0!

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57
5000 LA L L L L L L
16.20 16.40 16.60 16.80
99 m/z 43.10 63.79%
ol 26441 | [4% 183 225 267 309 351 422
e A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
517
R e S EEEE
16.20 16.40 16.60 16.80
5000 m/z 85.10 58.05%
99
o, (41183 225 281 337 304
IR O e o o e o e B R RARRNREEREEEREE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B AL B AT
57 16.20 16.40 16.60 16.80
m/z 41.05 23.53%
5000

-

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16 20 16. 40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120319\
Data File : BF118061.D

Acq On : 3 Dec 2019 14:37

Operator : JU

Sample : PB125174BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.15 121.0 ng 5005520 1 6.87 827700 20.0
2-Pentanone, 4-hy... 5.09 8.3 ng 343702 1 6.87 827700 20.0
unknown6 .65 6.65 96.8 ng 4005260 1 6.87 827700 20.0
Octadecanoic acid 12.73 2.2 ng 143864 4 11.42 1328960 20.0
Tetracosane 14.53 3.6 ng 190166 5 14.07 1050490 20.0
Hexacosane 14.84 4.7 ng 308875 6 15.56 1315350 20.0
Octacosane 15.19 5.9 ng 389167 6 15.56 1315350 20.0
Triacontane 16.04 5.1 ng 334101 6 15.56 1315350 20.0
Tetratetracontane 16 .56 3.7 ng 242902 6 15.56 1315350 20.0
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