LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 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 P\METHODS\8270-BP073020.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 2.917 3 5 14 rVB 841037 1231196 3.85% 0.505%
2 2.993 14 18 43 rVB 2542464 3314380 10.37% 1.361%
3 5.322 407 414 426 rBV 5796680 8105262 25.36% 3.328%
4 6.887 673 680 694 rBVY 5342725 8243615 25.79% 3.385%
5 7.716 815 821 829 rVB 1868468 2850076 8.92% 1.170%

8.857 1008 1015 1024 rBV 3390959 5560175 17.40% 2.283%
10.499 1287 1294 1302 rBV 2406134 3955381 12.38% 1.624%
1708 1716 1724 rBV 9015654 13179989 41.24% 5.411%
13.816 1851 1858 1864 rBV 1146918 1552577 4._86% 0.637%
14.357 1943 1950 1956 rBVY 3738479 5393967 16.88% 2.215%

QOO ~NO®
=
N
(o]
(00]
=

11 15.845 2197 2203 2214 rBV 6244841 8886905 27.81% 3.649%
12 16.951 2369 2391 2411 rBV 1520400 10399436 32.54% 4._.270%
13 17.110 2412 2418 2422 rBV 4644898 6664897 20.85% 2.736%
14 17.157 2422 2426 2427 rBV 957014 1237277 3.87% 0.508%
15 17.375 2451 2463 2482 rVB 7690832 31960104 100.00% 13.122%

16 17.663 2501 2512 2527 rVB 530213 1895223 5.93% 0.778%
17 17.986 2561 2567 2570 rBV3 212117 447311 1.40% 0.184%
18 18.039 2570 2576 2593 rVB 3380931 5548091 17.36% 2.278%
19 18.786 2694 2703 2714 rVB 2221748 5670967 17.74% 2.328%
20 19.127 2756 2761 2765 rBV 1367235 1770871 5.54% 0.727%

21 19.275 2781 2786 2808 rVB 5284309 7818561 24.46% 3.210%
22 19.474 2812 2820 2828 rVB 1183399 2019638 6.32% 0.829%
23 19.686 2851 2856 2866 rVB 15161722 18799493 58.82% 7.718%
24 19.798 2868 2875 2889 rVB 3981936 7807526 24.43% 3.205%
25 20.616 3007 3014 3023 rBV 4876992 8504461 26.61% 3.492%

26 20.774 3037 3041 3048 rVB 429760 682721 2.14% 0.280%
27 20.945 3065 3070 3076 rBV4 1956329 2648340 8.29% 1.087%
28 21.198 3107 3113 3118 rBV 5766880 8524445 26.67% 3.500%
29 21.239 3118 3120 3125 rVB 631617 620339 1.94% 0.255%
30 21.304 3125 3131 3137 rBV 6054094 9041489 28.29% 3.712%

31 21.392 3142 3146 3150 rBV 599908 634952 1.99% 0.261%
32 21.833 3218 3221 3227 rVB 981442 1251845 3.92% 0.514%
33 21.992 3241 3248 3262 rVB 4569637 8228064 25.74% 3.378%
34 22.316 3298 3303 3314 rVB 1343236 2055091 6.43% 0.844%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 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

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.445 3321 3325 3333 rVB2 526324 817348 2.56% 0.336%

36 22.751 3369 3377 3384 rBV2 3241653 7580545 23.72% 3.112%
37 22.845 3389 3393 3401 rVB2 1579854 2764632 8.65% 1.135%
38 22.968 3408 3414 3421 rVB2 546780 1124342 3.52% 0.462%
39 23.274 3461 3466 3472 rVB 365145 628544 1.97% 0.258%
40 23.374 3477 3483 3489 rvv 582240 1240379 3.88% 0.509%

41 23.468 3489 3499 3513 rVB3 4112142 10087146 31.56% 4.141%
42 23.604 3514 3522 3533 rVB 1958345 4648224 14 .54% 1.908%
43 24.127 3605 3611 3617 rBVY 750042 1476476 4.62% 0.606%
44 24.198 3619 3623 3637 rVvB4 304603 726613 2.27% 0.298%
45 24.586 3680 3689 3702 rBV2 929836 2999772 9.39%% 1.232%

46 24.915 3740 3745 3757 rVB2 403101 921076 2.88% 0.378%
47 25.727 3876 3883 3898 rVB5 525739 2047645 6.41% 0.841%

Sum of corrected areas: 243567407
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

TIC: BP002879.D

5.32 6.89

8.86

2.99 10.50

2000000 iz 7ﬁ72

0

Time--> 3. OO 350 400 450 500 550 600 650 700 750 800 8 50 9.00 9. 50 10 00 10. 50 11. OO 11. 50

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BP002879.D
19.69

12.98

17.37

15.85

14.36

13.82

0
Time-->

12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

05

TIC: BP002879.D

Time--> 20 50 21.00 2150 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 Cyclohexane Concentration Rank 12

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

2.92 8.64 ng 1231200 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 47
3 4H-1.2.4-Triazol-4-amine 84 C2H4N4 000584-13-4 43
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 43
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 32

Abundance Scan 6 (2.922 min): BP002879.D (-3) (-) m/z 84.00 100.00%
56 84
5000 /L
TTrrTTTTIT T T T T T T T T T
3.00 3.10 3.20 3.30
Ol A bttt 117 166 207 253 286 325358385418 467 510543 m/z 56.00 99.00%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1455: Cyclohexane
56 84
5000 HR RN LA UL
3.00 3.10 3.20 3.30
- m/z 41.00 47 .58%
e L L S B S W L WL I S
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56
1300 310 320 330
5000 m/z 69.00 38.71%
28 | g4
e R L B B S WL L WL I S
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1331: 4H-1,2,4-Triazol-4-amine L L B DL RN B I
28 3.00 3.10 3.20 3.30
84 m/z 55.00 35.19%
0 ﬂ‘&??L'I"”I""""""""P"' | SIS S IR AR LA SRR
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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.

2.99 23.26 ng 3314380 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 17 (2.987 min): BP002879.D (-14) (-) m/z 73.00 100.00%
3
5000
43
3.00 3.10 3.20 3.30 3.40
oot Lo 157307 200200 o705 saizee_spasp ssiasig | A0S0 SR I 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAS AN AR DA AR AR
43 3.00 3.10 3.20 3.30 3.40
m/z 87.00 24 .98%
o S S L L L B I B S WA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
3.00 3.10 3.20 3.30 3.40
5000 41 m/z 55.00 20.54%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy-
73 3.00 3.10 3.20 3.30 3.40
m/z 71.00 11.00%
5000
45
OuuluL ‘---EI'O:!'--- B T B B B B B T B Ly—y——y‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 Morpholine, 4-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.95 31.21 ng 10399400 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 1-Propanol. 2-T2-(benzovloxv)pro... 342 C20H2205 020109-39-1 40
3 (3-Phenvloxiran-2-vlDmethvl benz... 254 C16H1403 1000366-96-1 39
4 Benzolblthiophene-3-carboxvlic a... 343 C18H17N04S 096334-43-9 38
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 38
Abundance Scan 2391 (16.951 min): BP002879.D (-2369) (-) m/z 105.00 100.00%
105
5000 163
77
16.60 16.80 17.00 17.20
Oh b 132 | 198225257284  330350387415445472 507535 ;77 163.00  47.46%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105
163
5000
16.60 16.80 17.00 17.20
77 m/z 77.00 27 .74%
0 27 1?2
mzs 65 100 1% 200 2% 300 o 40 4% 56 5%
Abundance
105
163 16.60 16.80 17.00 17.20
5000 m/z 106.00 7.64%
77
o 135 | 207 242 343
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105 16.60 16.80 17.00 17.20
m/z 164 .05 5.24%
5000
77 163
o 50 ‘ 135 254
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.37 95.91ng 31960100  Phenanthrene-di0 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 74

2 2.2"-(Ethane-1.2-divibis(oxy))bi... 358 C20H2206 1000366-99-4 74
3 2-(2-(2-Methoxvethoxv)ethoxvy)eth... 268 C14H2005 1000366-99-1 74
4 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 74
5 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72

Abundance Scan 2462 (17.369 min): BP002879.D (-2451) (-) m/z 105.00 100.00%
105
149
5000 77
17.00 17.20 17.40 17.60
5
Ob 2Ptk | 179 225257286 330357385412 448476 510638 m/z 149.00 80.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156211: Diethylene glycol dibenzoate
105 149
5000 77 LA L L L L L LB L
17.00 17.20 17.40 17.60
m/z 77.00 41.13%
0 5p | 179207238 283314
I B R e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105
149 17.00 17.20 17.40 17.60
5000 m/z 150.00 8.55%
77
15 45 179 236
N LA o L B B AR Emma s o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate e o e
105 17.00 17.20 17.40 17.60
149 m/z 106.00 8.15%
5000 59
0 Ny 179209
L2 L L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 1,3-Dioxolane, 2,4-dimethyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.66 5.69 ng 1895220 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 1.3-Dioxolane. 2.4-dimethvl-2-ph._._. 178 C11H1402 004359-30-2 64
3 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 53
4 1-Propanol. 2-T2-(benzovloxv)pro... 342 C20H2205 020109-39-1 43
5 Phthalic acid, 4-fluoro-2-nitrop... 319 C15H10FNO6 1000315-63-4 40
Abundance Scan 2512 (17.663 min): BP002879.D (-2501) (-) m/z 105.00 100.00%
105 163
5000
77
R AR e
a1 207 17.40 17.60 17.80 18.00
Ol fer e e e 292282 327360 400428 476506 542, m/z 163.00 84.45%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl-
105 163
5000 LR A B SO B
17.40 17.60 17.80 18.00
& m/z 77.00 31.46%
. 39] 132
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105 163
43 17,40 17.60 17.80 18.00
5000 m/z 164.00 9.15%
77
133
ol 15
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33146: Glyoxylamlde, N- phenyl LI L L LB B N B
120 163 17.40 17.60 17.80 18.00
m/z 106.00 8.00%
0I"'L'IJ'i"'I""IIIII rrrryrTrTTTTTT T T T T T T T T T T T T T T T T T rrrprrrTpr T T T T T
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.04 16.65 ng 5548090 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 2576 (18.039 min): BP002879.D (-2570) (-) m/z 73.00 100.00%

43
5000

—

213

256 17.80 18.00 18.20 18.40
o 284 330357384412 460487 522549 /7 60.00  74.98%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid

157185

N
W
~l
[¢¥]

5000 LI B L L L L LB
17. 80 18. OO 18. 20 18 40
2 m/z 43.10 60.11%
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 LS
AR EESEe e
17.80 18.00 18.20 18.40
5000 m/z 57.10 52.78%
129 171 214
101
ol kil A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84455; Tetradecanoic acid s o B AR R

17.80 18.00 18.20 18.40
m/z 55.05 51.83%

5000

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 80 18. 00 18. 20 18 40

8270-BP073020-M Fri Jul 31 14:09:22 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 9
R.T. EstConc Area Relative to ISTD R.T.
18.79 17.02 ng 5670970 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 91

Abundance Scan 2704 (18.792 min): BP002879.D (-2694) (-) m/z 57.10 100.00%

5000 /\

141169 18.40 18.60 18.80 19.00 19.20
o 197225253281309337 366393 429456 491519546 n/z  71.05 79 20%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
5|7
85

5000 ..................
1840 18. 60 1880 19. OO 19. 20

m/z 85.10 59.50%

29

oL 1[1}3141169197225253 295323 367

A s 2828 e
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance
43
O RARASANEEES .”.,”
71 18140 18,60 18.80 19.00 19.20
5000 m/z 43.05 54_90%
o 127155 | 211 252281 336364
T [T e T T T e e T e
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl- BRI RS b s e
57 18.40 18.60 18.80 19.00 19.20
m/z 55.00 22 .78%
5000 85
13141 309
o | 141169 210239267 336 366
s o e o UM S
mz--> 50 100 150 200 250 300 350 400 450 500 550 18140 18,60 18.80 19.00 19.20

8270-BP073020-M Fri Jul 31 14:09:23 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.27 18.34 ng 7818560 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2785 (19.269 min): BP002879.D (-2781) (-) m/z 73.00 100.00%

7B

43

5000

—

19.00 19.20 19.40 19.60
m/z 60.00 77.63%

4
0 313341 371399426453 484 518546

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid

B
@
~
w®

5000
19.00 19.20 19.40 19.60
0,
241 284 m/z 43.10 74_.10%
Ot
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
e N B EE R R
19.00 19.20 19.40 19.60
5000 m/z 57.10 68.58%
129 242
101 171199
L o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid L B e B e
19.00 19.20 19.40 19.60
m/z 55.00 61.35%
5000
185 228

-

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.20 19.40 19.60

8270-BP073020-M Fri Jul 31 14:09:24 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.80 18.32 ng 7807530 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2875 (19.798 min): BP002879.D (-2868) (-) m/z 57.05 100.00%

5000

19.40 19.60 19.80 20.00 20.20

141169 216 253 295323351380 415444471501528

0! m/z 71.05 82.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 LA INLL B L L L LB L L BB
19. 40 19 60 19. 80 20. 00 20 20
m/z 85.05 62 .34%
113 154
0 [ 7| 183211239 281
- -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
71 1940 19.60 19.80 20.00 20.20
5000 m/z 43.10 54 _.59%
99 196
o 127155 | 225252280
I A I B e R B i B o e e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane D EBAREEEEEEEEE ey
57 19. 40 19 60 19. 80 20. 00 20 20

m/z 55.05 23 .33%

113
29 Jﬂ | 141169197225 267295 365393

T e i A e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19. 40 19 60 19. 80 20. 00 20 20

8270-BP073020-M Fri Jul 31 14:09:25 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.62 19.95 ng 8504460 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3015 (20.622 min): BP002879.D (-3007) (-) m/z 57.10 100.00%
5000 !
141 20.40 20.60 20.80 21.00
ol 169197225253281309337365394 429 462 491520548 m/z 71.05 84 _50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-
43
71
5000
20.40 20.60 20.80 21.00
m/z 85.10 63.95%
99 127 238 281
o | [4715518321149° | 309336365392
L I L L "" RN N D D
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
20.40 20.60 20.80 21.00
5000 85 m/z 43.05 54.97%
0 29 113141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane S B e B B B B
57 20.40 20.60 20.80 21.00
m/z 55.10 23.23%
5000 85
. 29 f}3141169197225253 295323 367 ) f\ : ,\ .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2040 20.60 20.80 21.00

8270-BP073020-M Fri Jul 31 14:09:26 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 1-Heneicosanol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.95 6.21 ng 2648340 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosanol
2 2- Chloropropi

312 C21H440

onic acid. octadec... 360 C21H41Cl102

3 Behenic alcohol 326 C22H460

4 1-Heptacosanol

5 n-Nonadecanol -

396 C27H560
284 C19H400

015594-90-8 95
088104-31-8 95
000661-19-8 94
002004-39-9 94
001454-84-8 94

Abundance Scan 3071 (20.951 min): BP002879.D (-3065) (-) m/z 57.10 100.00%
57
5000
25 163 220
20.60 20.80 21.00 21.20
196
0 A.,A.I... 280308 353 399430 475504533 | m/z 83.05  95.05%

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

#155046: 1-Heneicosanol
55 83

5000

oA }J P39167196 238266294

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

20.60 20.80 21.00 21.20
m/z 97.05 87.91%

Abundance
57 97
AR RaE SR e
20.60 20.80 21.00 21.20
5000 m/z 55.05 82.44%
125
29 250
0 154182 222 297 360
L B o i R s o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol B EAERaEeee e
56 83 20.60 20.80 21.00 21.20
m/z 69.00 82.38%
5000 H
39
o LS I 167106224252280308
B B L B T e B AR Raa T e AR RSE e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 60 20.80 21.00 21.20

8270-BP073020-M Fri Jul 31 14:09:27 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.30 21.21 ng 9041490 Chrysene-di12 21.20
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 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
Abundance Scan 3130 (21.298 min): BP002879.D (-3125) (-) m/z 57.10 100.00%

5000

-

21.00 21.20 21.40 21.60

141169197
o 225253 295323351379408436 468496 535 m/z 71.05 82 _04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000

21.00 21.20 21.40 21.60
m/z 85.05 61.04%

141169197225053 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
21.00 21.20 21.40 21.60
5000 85 m/z 43.05 54.16%
113
0 29 141169197225 267295 365393
T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane N B L L B
57 21.00 21.20 21.40 21.60
m/z 55.10 22.26%
29 13
. 11 141160107205253 295303 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 00 21. 20 21. 40 21. 60

8270-BP073020-M Fri Jul 31 14:09:28 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.83 2.94 ng 1251850 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Triacontane 422 C30H62 000638-68-6 94
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3220 (21.827 min): BP002879.D (-3218) (-) m/z 57.10 100.00%
57
85
5000
13 21.60 21.80 22.00 22.20
141
Ol L £A09 211238 272 324351383 420457 489519849 | 7,771 10 75.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57
5000 85
21.60 21.80 22.00 22.20
29 m/z 43.10 56.24Y%
113141
ol I }69197225253281309337365394
m/z--> Eb 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance
43
! ' 21160 2180 22,00 22.20
5000 m/z 85.10 56.03%
99 196
o 127155 | 295252280
m/z--> Eb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #219831: Triacontane
57 21.60 21.80 22.00 22.20
m/z 55.00 24 .34Y%
5000 85
113141
0129 {1 }?9;97225253281309337365393422
m/z--> éo 160 1éo 200 250 300 350 400 4éo 560 séo 2160 2180 2200 2220

8270-BP073020-M Fri Jul 31 14:09:29 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 15 2-Bromo dodecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.32 4.82 ng 2055090 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3304 (22.321 min): BP002879.D (-3298) (-) m/z 57.10 100.00%
57
85
5000
13 22.00 22.20 22.40 22.60
41169
Ok f“ 199 207238267 300337366 400432462 503 550 | .5 71 05 80.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57
5000 85
22.00 22.20 22.40 22.60
29 m/z 85.10 63.12%
13 169
N .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
71 22.00 22.20 22.40 22.60
5000 m/z 43.10 57 .74%

99 238 281
0 127155183210 309337365392
I N H e N -
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance B I L B B o B

#141426: Heneicosane
22.00 22.20 22.40 22.60
m/z 55.00 24 .98%

‘ 141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. OO 22. 20 22. 40 22 60

8270-BP073020-M Fri Jul 31 14:09:30 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 16 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.84 5.48 ng 2764630 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 2-methvltetracosane 352 C25H52 1000376-72-6 90
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
4 Heptadecane. 8.8-dipentvl- 380 C27H56 055282-28-5 87
5 Tetratriacontane 479 C34H70 014167-59-0 86
Abundance Scan 3392 (22.839 min): BP002879.D (-3389) (-) m/z 57.10 100.00%
5000 ’\ A
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
141 22.60 22.80 23.00 23.20
o 169197 239267295 337365 402429456 503 535 n/z  71.05 78 . 88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000
85 22.60 22.80 23.00 23.20
m/z 85.10 61.57%
0 29 4113141169197225253281 323351380
m/z--> 5b 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance
57
22.60 22.80 23.00 23.20
5000 85 m/z 43.10 54 .04%
29 13
o 141169197225253 309337
m/z--> 5b 160 1éo 200 250 300 3%0 400 4éo 560 séo
Abundance #141433: Pentadecane, 8- hexyl L L L L L B
43 22.60 22.80 23.00 23.20
- m/z 99.05 19.08%
5000
99 196
o 127155 | 225252280
m/z--> §o 160 1éo 200 250 300 3%0 460 4éo 560 séo 22.60 22.80 23.00 23.20

8270-BP073020-M Fri Jul 31 14:09:31 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 17 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.60 9.22 ng 4648220 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 90

Abundance Scan 3521 (23.598 min): BP002879.D (-3514) (-) m/z 57.10 100.00%

23.20 23.40 23.60 23.80 24.00
m/z 71.10 79.19%

141169197225253 295323351379407 445475503 536

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane

0!

23.20 23.40 23.60 23.80 24.00
m/z 85.05 59.73%

0 13141169197226
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_r
23.20 23.40 23.60 23.80 24.00
5000 85 m/z 43.10 51.84%
113
o 141160197 23%)67204323352
i e L B e e A e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane B A e e
23.20 23.40 23.60 23.80 24.00
m/z 55.10 22 .62%
85
5000

i

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80 24.00

8270-BP073020-M Fri Jul 31 14:09:32 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 18 Heneicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
24.13 2.93 ng 1476480 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3611 (24.127 min): BP002879.D (-3605) (-) m/z 57.10 100.00%

5000

e

23.80 24.00 24.20 24.40
m/z 71.10 80.38%

141169 207238266295 337 379

ol 430462 503 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 LN L L L L LB L |

23.80 24.00 24.20 24.40
m/z 85.10 59.68%

141169197225253 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
AN RS L e
23.80 24.00 24.20 24.40
5000 85 m/z 43.10 51.55%
154
0 13 183211239 281
L o B B B e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl- e
43 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 19 Docosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24 .59 5.95 ng 2999770 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3690 (24.592 min): BP002879.D (-3680) (-) m/z 57.10 100.00%
5000
a1 24:20 24,40 24.60 24.80 25.00
o 169197225 264295323 365394 431461 504 536 m/z 71.10  78.22%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153222: Docosane
5000 D AU BN

24.20 24.40 24.60 24.80 25.00
m/z 85.10 60.07%

13141169197225053281310

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
B B E T B o
24.20 24.40 24.60 24.80 25.00
5000 85 m/z 43.10 53.76%
113
0 29 141169197225 267205 365393
L B e e U R o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane A B E T e
24.20 24.40 24.60 24.80 25.00
m/z 55.05 22.68%
5000

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2420 2440 24160 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP073020\
Data File : BP002879.D

Aca On : 30 Jul 2020 16:42

Operator : CG/JU

Sample : L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 20 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
25.73 4.06 ng 2047650 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 2-methylhexacosane 380 C27H56 1000376-72-7 91
Abundance Scan 3883 (25.727 min): BP002879.D (-3876) (-) m/z 57.10 100.00%
57
85
5000
RN A BN U
141169 25.40 25.60 25.80 26.00
ok ,| L ||11| L i, 207225253281309337365 407435 476503 549 | /777105  78.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57
85
5000 R AR
25 40 25. 60 25 80 26.00
m/z 85.10 58.33%
29 113941
o LIy 099107225053282
m/z--> sb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance
57
25.40 25.60 25.80 26.00
5000 85 m/z 43.10 49 .53%
. 113141169197 239267294323352 ~/jw\va\-w}/\\/\\/ﬁk_vﬂku
m/z--> sb 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance #194500: Docosane, 11-butyl- R AEmEEEE L
57 25.40 25.60 25.80 26.00
m/z 55.00 22.67%
-~ i /LJ\/\/\\/\
b ff%1?1169 210239267 399336366
m/z--> éo 160 1éo 200 250 300 350 460 4éo 560 séo 2540 2560 2580 2600 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP073020\
Data File : BP002879.D

Acq On : 30 Jul 2020 16:42

Operator : CG/JU

Sample - L3473-09

Misc :

ALS Vial : 2 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP073020.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]
Cyclohexane 2.92 8.6 ng 1231200 1 7.72 2850080 20.0
Butane, 2-methoxy... 2.99 23.3 ng 3314380 1 7.72 2850080 20.0
Morpholine, 4-phe... 16.95 31.2 ng 10399400 4 17.11 6664900 20.0
Diethylene glycol... 17.37 95.9 ng 31960100 4 17.11 6664900 20.0
1,3-Dioxolane, 2,... 17.66 5.7 ng 1895220 4 17.11 6664900 20.0
n-Hexadecanoic acid 18.04 16.6 ng 5548090 4 17.11 6664900 20.0
Hexacosane 18.79 17.0 ng 5670970 4 17.11 6664900 20.0
Octadecanoic acid 19.27 18.3 ng 7818560 5 21.20 8524450 20.0
Eicosane, 10-methyl- 19.80 18.3 ng 7807530 5 21.20 8524450 20.0
Eicosane, 9-octyl- 20.62 19.9 ng 8504460 5 21.20 8524450 20.0
1-Heneicosanol 20.95 6.2 ng 2648340 5 21.20 8524450 20.0
2-methyloctacosane 21.30 21.2 ng 9041490 5 21.20 8524450 20.0
Octacosane 21.83 2.9 ng 1251850 5 21.20 8524450 20.0
2-Bromo dodecane 22.32 4.8 ng 2055090 5 21.20 8524450 20.0
Heptacosane 22 .84 5.5 ng 2764630 6 23.47 10087100 20.0
Hexadecane 23.60 9.2 ng 4648220 6 23.47 10087100 20.0
Heneicosane 24 .13 2.9 ng 1476480 6 23.47 10087100 20.0
Docosane 24 .59 6.0 ng 2999770 6 23.47 10087100 20.0
Eicosane 25.73 4.1 ng 2047650 6 23.47 10087100 20.0
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