LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

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\HPCHEMI1I\BNA P\METHODS\8270-BP010820.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 2.870 9 14 22 rBv2 27578 50079 2.21% 0.312%
2 2.946 23 27 40 rVB 229910 290335 12.79% 1.811%
3 4.793 336 341 354 rVB 184873 264587 11.66% 1.651%
4 5.258 414 420 432 rBV 810149 1149637 50.65% 7.173%
5 6.828 680 687 703 rBV 848593 1360369 59.93% 8.487%
6 7.175 739 746 761 rBV 805373 1284283 56.58% 8.013%
7 7.628 817 823 831 rVB 199707 310718 13.69% 1.939%
8 7.946 870 877 886 rBV 626052 989281 43.58% 6.172%
9 8.775 1011 1018 1033 rBV 506254 846306 37.28% 5.280%
10 10.404 1287 1295 1316 rBvV 237938 408133 17.98% 2.546%

11 12.898 1711 1719 1741 rBV 1089417 1647564 72.58% 10.279%
12 13.745 1857 1863 1875 rBV 71747 114428 5.04% 0.714%
13 14.281 1947 1954 1964 rVB 347438 531295 23.41% 3.315%
14 15.781 2202 2209 2223 rBV 910641 1337572 58.93% 8.345%
15 17.039 2417 2423 2437 rBV 440266 627415 27.64% 3.914%

16 17.969 2577 2581 2588 rBV2 36919 62131 2.74% 0.388%
17 19.627 2857 2863 2872 rBV 1888342 2269875 100.00% 14.162%
18 20.886 3073 3077 3084 rBvV2 184095 288507 12.71% 1.800%
19 21.145 3116 3121 3129 rBV 450494 603285 26.58% 3.764%
20 21.322 3148 3151 3159 rVB 53429 61520 2.71% 0.384%

21 21.763 3222 3226 3234 rBV 81658 129161 5.69% 0.806%
22 22.227 3301 3305 3312 rVB 118444 157476 6.94% 0.983%
23 22.739 3387 3392 3398 rBV2 128821 195999 8.63% 1.223%
24 23.316 3485 3490 3494 rBV 121633 204310 9.00% 1.275%
25 23.368 3494 3499 3511 rVB 280343 5565235 24.46% 3.464%

26 23.974 3597 3602 3609 rVB 101600 189001 8.33% 1.179%
27 24.733 3726 3731 3738 rVB3 49565 99499 4_.38% 0.621%

Sum of corrected areas: 16028001
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator : JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP001634.D
1500000
1000000
5.26 6.83 718
7.95
500000 878
2,95 4.79 7.63 10.40
3 |
e S e S e o e T R
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BP001634.D
19.63
1500000
12.90
1000000 15.78
500000 17.04
14.28
13.75 17.97
L o o i o o o e o o B o o o o LA A o BRI B e e e
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP001634.D
1500000
1000000
500000 2115
23.37
2223 22.74 23/82
2132 2176 ﬂJ 23.97 24.73
A N
o T T T T T T
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BP010820.M Fri

Jan 17 11:40:19 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 1-Pentene, 2-methyl- Concentration Rank 12

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

2.87 3.22 ng 50079 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 90
2 Cvclohexane 84 C6H12 000110-82-7 76
3 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 53
4 1-Hexene 84 C6H12 000592-41-6 50
5 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 50

Abundance Scan 14 (2.870 min): BP001634.D (-9) (-) m/z 56.05 100.00%
96
84
5000
2.90 3.00 3.10 3.20 3.30
o l e 220 178 216245 281 314342370399 440471 510 548 | n77 40.95  74.32%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1478: 1-Pentene, 2-methyl-
56
5000{ 27
84 2.90 3.00 3.10 3.20 3.30
‘ m/z 84.05 60.14%
OIJ"”MH'W"'W""""""""P"'P"'P"'P"'P
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56 g4
2.90 3.00 3.10 3.20 3.30
5000 m/z 54.95 46.29%
27
L S L S B I B I I I I
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3333: 1-Hexene, 5-methyl-
56 2.90 3.00 3.10 3.20 3.30
m/z 39.00 42 .62%
5000; 27
0 1‘98
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.95 18.69 ng 290335 1,4-Dichlorobenzene-d4 7.63
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 3,4-Hexanediol, 2,5-dimethyl- 146 C8H1802 022607-11-0 9

Abundance Scan 28 (2.952 min): BP001634.D (-23) (-) m/z 73.05 100.00%
3
43
5000
2.90 3.00 3.10 3.20 3.30 3.40
ol L, | 115144174 221250 288 338367 403432 466 501 837 m/z 43.00 55.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
2.90 3.00 3.10 3.20 3.30 3.40
m/z 55.10 33.00%
) N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 a1 m/z 87.10 27 .92%
0 112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1996: Silane, tetramethyl-
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 41.05 17.97%
5000
43
15
mz-> G 2 100 1% 200 250 30 3% %0 40 50 =0 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.79 17.03 ng 264587 1,4-Dichlorobenzene-d4 7.63
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 340 (4.787 min): BP001634.D (-336) (-) m/z 42.95 100.00%
43
5000
731([)1 149 191221251281 320 355383414 446 489 521549 440 4560 430 500 520
Ol S P T e e R e P e e e m/z 59.10 49 _.05%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SRS SRS RN

440 4.60 4.80 500 5.20
m/z 101.00  14.45%

15 ‘ 101
o,ﬁwi“..ﬂ..”,.”. L B e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
A e
4.40 4.60 4.80 5.00 5.20
5000 m/z 57.95 13.80%
101
ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate T T T
43 4.40 4.60 4.80 5.00 5.20
m/z 41.00 10.82%
5000
15 72 100

oLk e e e e e e e

_'—l_'_'_'_'—l_'_'_'_'—l_'—'_'_'—l_'_'_'_'—l_'_'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 unknown7.18 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.18 82.67 ng 1284280 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 747 (7.181 min): BP001634.D (-739) (-) m/z 132.00 100.00%
132
5000 68
40 96 SRS S L L L

6.80 7.00 7.20 7.40 7.60
ol 165 204236 281309338 376 409 442 479 534 m/z 68.05 48.99%

1Tv—v—rrrrv—rv—rrv—ﬁ—rv—v—ﬁ—rv—ﬁ—v—rv—ﬁ—v—|—ﬁ—rv—rrrv—v—rr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 ||/}|||||||||||||||||||||
6.80 7.00 7.20 7.40 7.60
39 m/z 65.95  40.48%
“‘ 103
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
R N N A )
6.80 7.00 7.20 7.40 7.60
5000 m/z 133.95 33.68%
og 63 104
O e e e e e e T
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e R AR e
132 6.80 7.00 7.20 7.40 7.60
69 m/z 69.00 22.27%
104
5000
31
ol e e o
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Z-12-Pentacosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.89 9.56 ng 288507 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-12-Pentacosene 350 C25H50 1000131-09-4 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 9-Hexacosene 364 C26H52 071502-22-2 91
Abundance Scan 3078 (20.892 min): BP001634.D (-3073) (-) m/z 43.10 100.00%

T

83
5000
l 163 20.60 20.80 21.00 21.20
208 281 : : : S
ob A4l Ly L 208 252281311341373 415 455 490521549 | 1/ 57 05 9g. 410
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184195: Z-12-Pentacosene
43
5000 LA L L L LB LB
20. 60 20 80 21. 00 21 20
350 m/z 55.00 82.95%
. MAHMJ \ }53181208236264293322 |
e R e o
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance
55
AR R
97 20.60 20.80 21.00 21.20
5000 m/z 41.05 62.54%
o7 125
o 153181 308
T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152719: Tetradecyl trifluoroacetate AR Eaa e
56|83 20.60 20.80 21.00 21.20
m/z 69.10 57 .56%
ol ZTLANL )] 140108196 241 o5
B I N e B R AR L e L B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 60 20 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.32 2.04 ng 61520 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 89
3 Docosane. 7-butvl- 366 C26H54 055282-15-0 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 83

Abundance Scan 3151 (21.322 min): BP001634.D (-3148) (-) m/z 57.05 100.00%

g7
5000 85

21.00 21.20 21.40 21.60

{13 155 191 240 281308341 397 429 462 500 547

Ol et e o S e T e S S e T m/z 43.05 76.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L L LB L |
21.00 21.20 21.40 21.60
29 m/z 71.10 56.17%
0 L] ‘u\ﬁ\ 141169197 240
e e T e e T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 71
T T T
21.00 21.20 21.40 21.60
5000 m/z 85.05 43.06%
o 155183211239266 337364
T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194497: Docosane, 7-butyl- P T T
43 21.00 21.20 21.40 21.60
m/z 55.00 31.49%
71
5000

}26 h 183211239 281309337

O B =M N i i sl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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, 11-pentyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.76 4.28 ng 129161 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. ll-pentvl- 366 C26H54 014739-72-1 93
2 Tricosane 324 C23H48 000638-67-5 93
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 93
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3226 (21.763 min): BP001634.D (-3222) (-) m/z 57.05 100.00%
57
13141 291 21140 21.60 21.80 22.00
ol AL Ui [741160 221950261 31 357387 429 475504 546 s 4310 82.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194505: Heneicosane, 11-pentyl-
43
71
5000 LR DR SO SRR BN
21140 21.60 21.80 22.00
22 m/z 71.10 59.01%
‘ 99 127155 295
Ok kb 1325083 | 253 "'a23 sea
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
21,40 21.60 21.80 22.00
5000 85 m/z 85.10 45 _54%
29 mmMmmmm3m
O T e I T T B B M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175565: Tricosane, 2-methyl- T T
43 21.40 21.60 21.80 22.00
m/z 41.00 31.84%
5000 71
. %9127155183211239267295323
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21140 21.60 21.80 22.00

8270-BP010820-M Fri Jan 17 11:40:30 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 1-lodo-2-methylundecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.23 5.22 ng 157476 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Pentacosane 352 C25H52 000629-99-2 89
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3305 (22.227 min): BP001634.D (-3301) (-) m/z 57.10 100.00%
57
5000 85 J ”
113 207 22.00 22.20 22.40 22.60
169
Ob A L0071/ 235 281313 355 305426458490522549 | 7, 43.05  82.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane
57
5000 LRI UL SULIULN BN B
85 22,00 22.20 22.40 22.60
29 ‘ m/z 71.10 55.76%
Ol 2 20 o 2o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
22,00 22.20 22.40 22,60
5000 85 m/z 85.10 41.61%
O BBLIZ 2B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane i e R
57 22.00 22.20 22.40 22.60
m/z 41.00 27 .38%
5000
85
o %9 J113141169197225253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22,00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 7
R.T. EstConc Area Relative to ISTD R.T.

22.74 7.06 ng 195999 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 89

Abundance Scan 3392 (22.739 min): BP001634.D (-3387) (-) m/z 57.05 100.00%

g7
5000 85

113 22.40 22.60 22.80 23.00
141169 207
O b L4008 207 258262315 366396 429 469 514549 | o743 10 77.58Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57
5000 LA L L L L B |
85 22.40 22.60 22.80 23.00
29 m/z 71.10 55.53%
0 \‘ A ‘ “\ ] \‘1:}3\14‘.1‘169197225253282
e e T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
71 T T T T
22.40 22.60 22.80 23.00
5000 m/z 85.10 43 .05%
99126154183
226
Ol P T T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane T T T T
22.40 22.60 22.80 23.00
m/z 41.05 26.98%
5000

-

141169197225253 295 366
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2240 2260 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Triacontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.32 7.36 ng 204310 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 96
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
3 Heneicosane 296 C21H44 000629-94-7 93
4 Docosane. 5-butvl- 366 C26H54 055282-16-1 93
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 93
Abundance Scan 3491 (23.321 min): BP001634.D (-3485) (-) m/z 57.05 100.00%

57
5000 85

13 23.00 23.20 23.40 23.60
155183211 281
ol i ﬁ,lﬂ e es9 20 315342 387417445473501 538 m/z 43.05 74.70%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57
5000 85 LA L L L L L B LB L |
23.00 23.20 23.40 23.60
m/z 71.05 62 .24%
ol_29 th‘ﬂ\ e 1169197225 253281309337365393422
oo B e e A m
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
e e e
23.00 23.20 23.40 23.60
5000 85 m/z 85.05 41.18%

113
141169 210539067 309336366

%

ol A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane T T T T
57 23.00 23.20 23.40 23.60
m/z 55.10 26.69%
o ] W//\MN
%9 f}3}f1169197225253 296
T

L B B e MM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

23 00 23. 20 23. 40 23 60

8270-BP010820.-M Fri

Jan 17 11:40:31 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 12 Heneicosane, 11-decyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.97 6.81 ng 189001 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 89
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 3601 (23.968 min): BP001634.D (-3597) (-) m/z 57.10 100.00%

5000

:

23.60 23.80 24.00 24.20
m/z 43.10 73 .03%

141169 207 246 283312341370402431 475507535

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-

I

5000 85 T LR B TTT T TT T[T
23. 60 23. 80 24 00 24.20
29 295 m/z 71.05 54 .66%
oL ‘ ﬂ 141;69197225 266 “ 323 435
e L B e R A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
L e B e
23.60 23.80 24.00 24.20
5000 g5 m/z 85.05 37.12%
29
o 113141169197 240
T T T T T T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane T T T
23.60 23.80 24.00 24.20
m/z 41.10 24 .01%
5000 P

%

| 13141169197225253281309338
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23,60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001634.D

Aca On : 16 Jan 2020 18:43

Operator :© JU

Sample : L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 13 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.73 3.58 ng 99499 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tricosane 324 C23H48 000638-67-5 91
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 89
Abundance Scan 3730 (24.727 min): BP001634.D (-3726) (-) m/z 57.10 100.00%
g7
R NI BRI BRI UGS
13 24.40 24.60 24.80 25.00
141169 207 283
I J , L4000 20280 209 336365 400429 476506541 |y, 4305 69.89%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202660: Heptacosane
57
5000 85 R DA A BRI U
24,40 24.60 24.80 25.00
29 m/z 71.10 63.78%
L emterzzs sz 20
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
. 2440 24.60 24.80 25.00
5000 m/z 85.10 44 .09%
99 183
. 127,751
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane T
57 24.40 24.60 24.80 25.00
m/z 55.00 28.12%
o 1 Mwmﬂnhwwavw/\WWKAAAﬂMwmﬂ
29 13
o] }41169197225253281309337365394
miz-> 0 55 100 150 200 250 300 350 400 450 500 550 24,40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP011620\
Data File : BP001634.D

Acq On : 16 Jan 2020 18:43

Operator : JU

Sample - L1148-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820_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]
1-Pentene, 2-methyl- 2.87 3.2 ng 50079 1 7.63 310718 20.0
Butane, 2-methoxy... 2.95 18.7 ng 290335 1 7.63 310718 20.0
2-Pentanone, 4-hy... 4.79 17.0 ng 264587 1 7.63 310718 20.0
unknown7 .18 7.18 82.7 ng 1284280 1 7.63 310718 20.0
Z-12-Pentacosene 20.89 9.6 ng 288507 5 21.15 603285 20.0
Heptadecane 21.32 2.0 ng 61520 5 21.15 603285 20.0
Heneicosane, 1l1-p... 21.76 4.3 ng 129161 5 21.15 603285 20.0
1-1odo-2-methylun... 22.23 5.2 ng 157476 5 21.15 603285 20.0
Eicosane 22.74 7.1 ng 195999 6 23.37 555235 20.0
Triacontane 23.32 7.4 ng 204310 6 23.37 555235 20.0
Heneicosane, 11-d... 23.97 6.8 ng 189001 6 23.37 555235 20.0
Heptacosane 2473 3.6 ng 99499 6 23.37 555235 20.0
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