LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 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-BF012020.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 2.228 14 24 31 rVvB 1977852 2822539 17.37% 2.301%
2 5.116 507 515 526 rBVY 1732282 2587654 15.92% 2.110%
3 5.510 576 582 585 rBVY 9221422 10820571 66.58% 8.822%
4 6.510 746 752 755 rBV 9085560 11427722 70.32% 9.317%
5 6.651 771 776 780 rBVY 10157451 11583271 71.28% 9.443%
6 6.880 811 815 818 rBY 2961254 2389619 14.70% 1.948%
7 7.039 837 842 845 rBVY 9828108 9269616 57 .04% 7.557%
8 7.439 904 910 913 rBY 7145774 7293166 44.88% 5.946%
9 8.163 1028 1033 1036 rBv 3211400 3084513 18.98% 2.515%
10 9.239 1210 1216 1219 rBV 12714646 14236337 87.60% 11.606%

11 9.627 1278 1282 1285 rBV 651707 524489 3.23% 0.428%
12 9.916 1325 1331 1335 rBV 4204098 3817743 23.49% 3.112%
13 10.710 1459 1466 1469 rBV 8921963 10228641 62.94% 8.339%
14 11.404 1579 1584 1587 rBV 4494236 4052253 24.94% 3.304%
15 11.927 1665 1673 1677 rBV 402249 422062 2.60% 0.344%

16 12.992 1848 1854 1857 rBV 14119196 16251237 100.00% 13.249%
17 13.880 2001 2005 2017 rBV2 1458404 1743222 10.73% 1.421%
18 14.039 2027 2032 2035 rBV 4137021 3878733 23.87% 3.162%
19 14.204 2057 2060 2063 rBV 286304 243468 1.50% 0.198%
20 14.509 2107 2112 2119 rBV 380923 412647 2.54% 0.336%

21 14.821 2161 2165 2169 rBV 412421 421870 2.60% 0.344%
22 14.898 2174 2178 2182 rBV 255896 259521 1.60% 0.212%
23 15.162 2219 2223 2230 rVB 419616 477932 2.94% 0.390%
24 15.509 2276 2282 2286 rBV 2409006 3147502 19.37% 2.566%
25 15.545 2286 2288 2295 rVB 366665 445687 2.74% 0.363%

26 15.992 2359 2364 2368 rBV 263144 387062 2.38% 0.316%
27 16.039 2368 2372 2381 rVB2 89624 168007 1.03% 0.137%
28 16.503 2446 2451 2458 rVB2 146284 262336 1.61% 0.214%

Sum of corrected areas: 122659420
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118635.D
1.4e+07

1.2e+07

6.65
7.04
1e+07 551 6.51

8000000
6000000

4000000
6.88

2000000 223 512

e

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: BF118635.D
1.4e+07 1299

1.2e+07

1e+07
10.71
8000000

6000000
9 X 9 2 1 1 . 40

4000000 8.16

2000000

9.63 11.93

LN I
11.50 12.00 12.50 13.00

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: BF118635.D
1.4e+07

1.2e+07

1e+07

8000000

6000000

14.04
4000000

15.51
2000000 13.88

1451 1 15.16 54
1420 14 4}@.230 > 15884 16.50

ottty r—

R I
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\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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.

2.23 23.62 ng 2822540 1,4-Dichlorobenzene-d4 6.88
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 24 (2.228 min): BF118635.D (-14) (-) m/z 73.10 100.00%
7 m
5000
43
55 87
2.20 2.30 2.40 2.50 2.60
o..,....,..??l,':.'.‘.‘?..|..,..‘??,'.:..,....,....1,0.1...,....,....,.... m/z 43.10 34.88%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 A U UL AN I IR I
43 2.20 2.30 2.40 2.50 2.60
87 m/z 87.10 25.65%
o M\\ 37\\\ 49 67 | 101
mz> 20 30 40 50 60 70 8 90 100 110 130 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 23.34%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 11.63%
5000 J\
45
29
o 39 | 55 g7 101
m/z--> 20 & 40 50 60 % 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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.

5.12 21.66 ng 2587650 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 516 (5.122 min): BF118635.D (-507) (-) m/z 42.95 100.00%
43
59
5000
T Who abo 550 san
83 : - : :
o...,....,....,....',':...?.1.:!,...‘??....,.~...?.1...-,|....,....,....,....,...., m/z 59.10 54.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L L I
59 480 500 520 540
m/z 101.10 21.92%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540
5000 M m/z 58.00 16.76%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- T s AR
43 4.80 500 5.20 5.40
m/z 40.95 8.39%
5000
101
15
27 & ‘
0'“v“'v”m'“wM'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l NN AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 1

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

6.65 96.95 ng 11583300 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF118635.D (-771) (-) m/z 132.00 100.00%
132
5000 68
96 U IR I L
40 5y 81 115 6.40 6.60 6.80 7.00
0 e e e e | m/z 68.100 43.77%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 a
5000 IR S R R L
6.40 6.60 6.80 7.00
2 ‘ m/z 134.00 36.06%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.10 28.79%
41 97
117
o 54 || 81
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl R B e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 18.28%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.08 ng 422062 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93
Abundance Scan 1673 (11.927 min): BF118635.D (-1665) (-) m/z 73.00 100.00%
5000
213 U 0SS
157 185 11.60 11.80 12.00 12.20
o} m/z 43.05 84.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 80
5000 IR A R SRR
nmumnmnm
157 1g5 213 256 m/z 60.00 81.17%
ol 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 1160 11.80 12.00 12.20
5000 m/z 57.05 68.07%
129
o7 185 228
27
o 113 ' 149166 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72647: Tridecanoic acid T T T
78 11.60 11.80 12.00 12.20
43 m/z 41.05 63.98%
5000 129
171
Liahiio T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 8.99 ng 1743220 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 2005 (13.880 min): BF118635.D (-2001) (-) m/z 57.10 100.00%
57
5000 111 \ h
139 13.60 13.80 14.00 14.20
o3 | } j o108 196 224 252 280 308 376 | 77 83.10  95.50%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 R IR AR R B
13.60 13.80 14.00 14.20
29 111 m/z 43.10 92.70%
Ll | | | 1139 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 55.05 88.16%
29
o 139 167 196 233 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R
83 13.60 13.80 14.00 14.20
m/z 69.05 86.25%
5000 11
29
0 \l\ dh db H ‘ \\ | 1“1?9 4\167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 .51 2.13 ng 412647 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2112 (14.509 min): BF118635.D (-2107) (-) m/z 57.05 100.00%
57
5000
? 14:20 14.40 14.60 14.80
141 : : :
oAl 418 225 go5  szases ST 75 ook
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000 R BN DR B B
14.20 14.40 14.60 14.80
99 m/z 43.10 67.74%
m/z--> 6 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
14:20 14.40 14.60 14.80
5000 m/z 85.10 54 _.90%

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

ol A L S O o e P e e e Tt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane S BARER TR S
57 14.20 14.40 14.60 14.80
m/z 55.05 27.33%
5000
99
o | 141 183 225 267 309 367
o A R B e e e R AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.68 ng 421870 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2165 (14.821 min): BF118635.D (-2161) (-) m/z 57.05 100.00%

7

5000

|

141 169 14.60 14.80 15.00 15.20
o 197 225 253 280 309 372 402 77 71.10 76 A5

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
85

5000 e e
14.60 14.80 15.00 15.20

m/z 43.10 65.34%

29
L2 w | i m341?1 169 197 225 253 295 323 367
i S AL SR AL LA
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R S ASE A,
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 55.27%
29
. 13 141 169 197 240
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R SAREBRRREEEE s
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .84%
85
5000
29 113
oL | ‘ L 1 | 141,169 197 225 253 296
e A o A Ea s RA AR RN R A R a s
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.16 3.04 ng 477932 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2223 (15.162 min): BF118635.D (-2219) (-) m/z 57.10 100.00%

7

5000

I JM

14 80 15. 00 15. 20 15. 40
183 211
o 239 267 296 323 351 378400 m/z 71.10 78_.50%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57

5000 T T T
14.80 15.00 15.20 15.40

m/z 43.10 63.94%

29 113
0 \‘ ; ‘\ it H‘ J 141 169 197 225 2§8
e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 59.35%
29 113
o 141 169 197 225 253 296
e A T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane T T T
57 14.80 15.00 15.20 15.40
m/z 55.05 22.86%
5000 85
29
oL w L3 141 169 197 205 253 295 323 367
e e e R B
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118635.D

Aca On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.46 ng 387062 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2364 (15.992 min): BF118635.D (-2359) (-) m/z 57.10 100.00%
57
85
5000
LN IR AR SR B
113 141 169 15.60 15.80 16.00 16.20 16.40
o] ,l. L, || L0 197 225 258 295 337 819403 | n7 71.10  77.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
57
5000 85 BERARUARER DR
mmmmmmmmmm
29 113 282 m/z 43.10 60.78%
‘ ‘ 141 169 197 225 sq ‘
0..“.‘.| H\ “ I ‘ \‘ \ \\ .“ \l‘.‘.‘.luuu‘.luuuuluuuu ;
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 15,60 15.80 16.00 16.20 16.40
5000 m/z 85.10 56.21%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 250 360 3%0 400
Abundance #215181: 2-methyloctacosane T T
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.12%
- ] M\u
o2 ‘ I Ulf3Jlﬁl‘1§9 197 225 267 295 365 393
m/z--> 55 160 1%0 200 2éo 300 3%0 460 1560 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012120\
Data File : BF118635.D

Acq On : 21 Jan 2020 15:10

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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... 2.23 23.6 ng 2822540 1 6.88 2389620 20.0
2-Pentanone, 4-hy... 5.12 21.7 ng 2587650 1 6.88 2389620 20.0
unknown6 .65 6.65 97.0 ng 11583300 1 6.88 2389620 20.0
n-Hexadecanoic acid 11.93 2.1 ng 422062 4 11.40 4052250 20.0
5-Eicosene, (E)- 13.88 9.0 ng 1743220 5 14.04 3878730 20.0
Heneicosane 14.51 2.1 ng 412647 5 14.04 3878730 20.0
Hexacosane 14.82 2.7 ng 421870 6 15.51 3147500 20.0
Nonadecane 15.16 3.0 ng 477932 6 15.51 3147500 20.0
Eicosane 15.99 2.5 ng 387062 6 15.51 3147500 20.0
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