LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 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-BP071020.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 5.163 380 387 409 rBVY 1182231 1951627 41.57% 5.709%
2 6.740 648 655 679 rBY 1159110 2073867 44.17% 6.067%
3 7.534 782 790 800 rBV 255280 413927 8.82% 1.211%
4 8.681 977 985 1007 rBV 714973 1292007 27.52% 3.780%
5 10.304 1254 1261 1276 rBV 309454 574350 12.23% 1.680%
6 12.798 1677 1685 1708 rBY 1807068 2817257 60.00% 8.242%
7 13.657 1824 1831 1845 rBV 103651 174400 3.71% 0.510%
8 14.186 1914 1921 1933 rBV 539135 795227 16.94% 2.326%
9 15.692 2170 2177 2198 rBV 1468040 2257968 48.09% 6.606%
10 16.945 2384 2390 2404 rBvV 661733 1026111 21.85% 3.002%
11 17.875 2544 2548 2551 rBV 58580 86870 1.85% 0.254%

12 17.969 2551 2564 2576 rVvv2 280684 1333119 28.39%% 3.900%
13 18.104 2577 2587 2598 rVvVv 508655 1646376 35.07% 4_.816%
14 18.222 2598 2607 2629 rVV 1326883 3731926 79.48% 10.918%
15 18.392 2630 2636 2656 rVB2 89986 354407 7.55% 1.037%

16 19.533 2825 2830 2841 rBV 3569809 4695173 100.00% 13.736%

17 19.998 2906 2909 2919 rVB2 26566 56701 1.21% 0.166%
18 20.698 3024 3028 3031 rBV 40639 61741 1.31% 0.181%
19 20.739 3031 3035 3039 rVB 58993 89978 1.92% 0.263%

20 20.786 3039 3043 3048 rBV2 515379 711470 15.15% 2.081%

21 20.845 3048 3053 3063 rVvVv2 546538 909796 19.38% 2.662%
22 21.057 3084 3089 3101 rVB 1095035 1369758 29.17% 4_.007%
23 21.221 3114 3117 3124 rVB 112476 118769 2.53% 0.347%
24 21.645 3185 3189 3201 rBV 185708 284427 6.06% 0.832%
25 22.098 3262 3266 3272 rBV 272913 340579 7.25% 0.996%

26 22.221 3281 3287 3299 rVB 1139033 1613777 34.37% 4.721%
27 22.592 3345 3350 3363 rBV 334666 586473 12.49% 1.716%
28 23.145 3439 3444 3452 rVB 317451 574808 12.24% 1.682%
29 23.233 3453 3459 3474 rVvB2 791557 1541773 32.84% 4_.510%
30 23.774 3546 3551 3559 rBvV 191037 348248 7.42% 1.019%

31 23.857 3561 3565 3575 rVB3 84620 186122 3.96% 0.544%
32 24.504 3671 3675 3682 rVB 85439 163345 3.48% 0.478%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 34182377

8270-BP071020.M Mon Jul 27 05:30:02 2020 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BP002854.D
3500000
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2500000
2000000

1500000
5.16 6.74

1000000
8.68

500000 253 10.30

I L o L S L

Time--> 3. OO 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10 00 10. 50 11. OO 11.50
Abundance TIC: BP002854.D
3500000 1953

3000000

2500000

2000000 12.80

1500000 1569 18.22

1000000

16.95
14.19
500000

13.66 20.00
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Time--> 12.00 12,50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP002854.D
3500000

3000000

2500000

2000000

1500000
21.06 22.22
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e e R MMM

Time--> 20. 50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Morpholine, 4-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.97 25.98 ng 1333120 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 56
2 (3-Phenvloxiran-2-vlDmethvl benz... 254 C16H1403 1000366-96-1 56
3 1-Propanol. 2-T2-(benzovloxv)pro... 342 C20H2205 020109-39-1 43
4 Benzamide. N-acetvl- 163 C9HONO2 001575-95-7 9
5 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 9
Abundance Scan 2564 (17.969 min): BP002854.D (-2551) (-) m/z 105.10 100.00%
105
5000 163
77
TprTTTTTTTT T T T T T
17.60 17.80 18.00 18.20
Ot b L 32, | 198226 265292320 355386415443471 515544 | /7716315  44.57%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105
163
5000 L UL U SO SR
17.60 17.80 18.00 18.20
77 m/z 77.10 28.77%
27 132
0I""I"""I""'IIIII rrrryTrTTTTTTT T T T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105
17.60 17.80 18.00 18.:20
5000 m/z 106.10 7.91%
77 163
o 50 135 254
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoate A R e
105 17.60 17.80 18.00 18.20
m/z 51.05 5.76%
163
5000
77
o4 135 | 207 24 343
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 17,60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Glyoxylamide, N-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.10 32.09 ng 1646380 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 50
3 .delta.2-1.3.4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 43
4 Benzenepropanamide. .alpha.-(ben... 284 C16H16N203 058690-81-6 40
5 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 40
Abundance Scan 2586 (18.098 min): BP002854.D (-2577) (-) m/z 105.10 100.00%
105
163
5000
77
17.80 18.00 18.20 18.40
41
O itk b 38 | 207 241269 303 341367396 441 489517545 1777163 20  61.44%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105
163
5000
17.80 18.00 18.20 18.40
77 m/z 77.10 30.09%
27 132
OP"J"“I'”“IM""""” DN DN SN B S N
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
120 163
17.80 18.00 18.20 18.40
so00] 43 77 m/z 106.10 7.85%
e L L o B AL WL B WL IS I W
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33057: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)-
163 17.80 18.00 18.20 18.40
m/z 164.15 6.97%
5000
5178 119
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.22 72.74 ng 3731930 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 80
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 74
3 2-(2-(2-Methoxvethoxv)ethoxv)eth... 268 C14H2005 1000366-99-1 74
4 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 72
5 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
Abundance Scan 2607 (18.222 min): BP002854.D (-2598) (-) m/z 105.10 100.00%
105
149
5000 77

18.00 18.20 18.40 18.60

5
O Pth b1, 179210239 281300 355382 423452482510538 m/z 149.10 76.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 LA I L L L L LB L LB
7 18.00 18.20 18.40 18.60
m/z 77.10 42 . 17%
ol 18 50 | 179
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
149
105
18.00 18.20 18.40 18.60
5000 m/z 51.05 9.31%
i
45
Ol 1 717 1 P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105 18.00 18.20 18.40 18.60
149 m/z 106.10 8.05%
5000 59
0 Ny 179209
L B o o L B s i e e o e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Benzoic acid, 2-benzyloxy-3... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.39 6.91 ng 354407 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 Benzoic acid. 2-benzvloxv-3-brom... 348 C17H17Br03 1000191-33-3 59
3 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 53
4 1.3-Dioxolane. 2.4-dimethvl-2-ph... 178 C11H1402 004359-30-2 43
5 Phthalic acid, 4-isopropylphenyl... 298 C18H1804 1000315-65-7 40
Abundance ?bcan 2636 (18.392 min): BP002854.D (-2630) (-) m/z 105.10 100.00%
105 163
5000
77
a 207 18.00 18.20 18.40 18.60 18.80
Oh ek 233 | 17235207207 336369399430 470 511839 | 77 163 20  95.99%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105
163
5000
18.00 18.20 18.40 18.60 18.80
77 m/z 77.10 30.64%
0 27 | | 13\2 |
mz-> 0 % 100 180 250 2% 300 350 46 450 500 5%
Abundance
105
163
18.00 18.20 18.40 18.60 18.80
5000 m/z 164.10 11.51%
ol 27 65 135 194 243270 349
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33146: Glyoxylamide, N-phenyl-

120 163 18.00 18.20 18.40 18.60 18.80
m/z 106.10 7.80%

]

o e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 5-Octadecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.79 10.39 ng 711470 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Cvclohexadecane 224 C16H32 000295-65-8 93
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 3044 (20.792 min): BP002854.D (-3039) (-) m/z 105.10 100.00%
57 105
163
5000
rrrrprrrTrTTT T T T
20.40 20.60 20.80 21.00 21.20
ol 207 238 281309341370401 446 498 535 n/z 57.10 96 . 220
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 AU UNAUL R N
20,40 20.60 20.80 21.00 21.20
) %”_ m/z 43.10 79 .36%
o 1] h‘ dh | 199168196224252
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
83 LN U U SR I
20.40 20.60 20.80 21.00 21.20
5000 m/z 55.10 72 .55%
111
o 139167196224
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol I o
55 83 20.40 20.60 20.80 21.00 21.20
m/z 83.15 72.47%
5000 11
o7 ‘ 39167196 238266294 \« N
mz-> 0 50 100 1&1;0 200 250 300 350 400 450 500 550 20.40 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 unknown20.85 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.85 13.28 ng 909796 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 46
2 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 46
3 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 43
4 Benzoic acid. 2-(4-nitrophenoxvy)... 287 C15H13NO5 1000368-92-7 43
5 2-(2-(2-Ethoxyethoxy)ethoxy)ethy... 282 C15H2205 1000366-98-8 43
Abundance Scan 3054 (20.851 min): BP002854.D (-3048) (-) m/z 69.10 100.00%
60
105 149
5000
41
20.60 20.80 21.00 21.20
Ol | w iy i) 189 231 273301328 367 410443476510 547 7510510  64.39%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69
s000] 4 LN SRR BRI SURBLE
20.60 20.80 21.00 21.20
m/z 149.15 57.81%
o ‘m\w‘ﬂ?%‘f‘ 191 231 273 341368 410
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105 149
20.60 20.80 21.00 21.20
5000 - m/z 81.10 51.27%
18 50 179
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl... — et T
105 20.60 20.80 21.00 21.20
m/z 77.10 28.70%
149
5000
77
ol 15 45 |, 179 236
mz-> 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\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.64 4.15 ng 284427 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 86
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 83
Abundance Scan 3188 (21.639 min): BP002854.D (-3185) (-) m/z 57.10 100.00%

5000

-

21.40 21.60 21.80 22.00
141169 207
ol 239 282311 363 415 449 489517 m/z 71.10 70.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane

r

85

5000 TTTT TTTT TTTT T T TT TTT
21. 40 21 60 21. 80 22. OO
m/z 43.10 59.75%
0 2‘9\\ ”w h\ h’lu‘ \\ i 141(?9197225253282
mEmEs . L B B B e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
A e e A R
85 21.40 21.60 21.80 22.00
5000 m/z 85.15 50.61%
29 113
0 141169197225253 296
T A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane BRI s
21.40 21.60 21.80 22.00
m/z 55.10 22 .44%
5000

E

| 13141169197225253281309337365394
mz—-> 0 50 100 150 200 250 300 350 400 450 500 21,40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 2-Bromo dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.10 4.97 ng 340579 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3266 (22.098 min): BP002854.D (-3262) (-) m/z 57.10 100.00%

5000

:

21.80 22.00 22.20 22.40
141169 207
o 252281 323355387416 455489 539 m/z  71.10 71 21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane

F

5000 85 i
2180 2200 22.20 22.40

m/z 43.10 59.66%

‘ | ‘ 1 \\H13141;69197225 268

R B 0 0 e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R B AR BaEE e
21.80 22.00 22.20 22.40
5000 85 m/z 85.15 51.49%
29 113 169
0 141 248
T I B B A Bl e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane  EAE Rt
21.80 22.00 22.20 22.40
m/z 55.10 23.07%
5000

%

| 13141169197225253281309337365394
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 21.80 22,00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.22 20.93 ng 1613780 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 Propanoic acid, 2,2-dimethyl-, [... 306 C20H3402 1000164-38-8 72
Abundance Scan 3287 (22.221 min): BP002854.D (-3281) (-) m/z 69.10 100.00%
g9
5000 jk
41 R
o7l 22.00 22.20 22.40 22.60
o,....l,i. v 441.1.1,.1.7??0??.3? 273301 341371 410 444475505535 | “;/z 81.10  50.57%

T T 1 T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69
41

5000 L L e ERmms m )
22. OO 22 20 22. 40 22. 60

m/z 41.10 20.67%

137
ik h?% o101 231 273 341368 410
T R
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69

22.00 22 20 22. 40 22.60

o

5000 m/z 95.10 13.08%
41
109137
0 191 231 273301 341368 410

R o e e R B e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram... R e e

69 22. 00 22 20 22. 40 22. 60

m/z 68.10 11.09%

5000
41
if07135
0 L] |y 163 204 272

| |
L L e L L LIS e e

m/z--> 0 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\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.59 7.61 ng 586473 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 98
2 Eicosane 282 C20H42 000112-95-8 96
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 95
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
Abundance Scan 3350 (22.592 min): BP002854.D (-3345) (-) m/z 57.10 100.00%
>0 \L_/\~,~,ﬂ‘\-/\\,N_,__~,,._~
141 259 22.20 22.40 22.60 22.80 23.00
o 169197224492281309 351 387 429 461490519 549 n/z 71.10 71.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
57
5000 SRR
85 22 20 22. 40 22 60 22. 80 23. 00
m/z 43.10 55.99%
0 29 I ﬁ‘ 141;69197225253280309 351379407436
m/z--> 55 100 150 200 250 300 350 400 450 560 séo
Abundance
57
85 22120 22,40 22.60 22.80 23.00
5000 m/z 85.15 50.93%
13
o 29 141169197225053 282
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202263: Octadecane, 1-iodo- N Ea s e R
57 22.20 22.40 22.60 22.80 23.00
m/z 55.10 22.39%
85
5000
29 o \w/\\ﬁuwM\MJ\\/k\Nv\-vu
o LT 180197205 { 380
m/z--> 5'0 1(')0 150 200 250 300 3&1;0 400 4&'30 5(')0 5&1;0 22 20 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.14 7.46 ng 574808 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3443 (23.139 min): BP002854.D (-3439) (-) m/z 57.10 100.00%

5000

:

22.80 23.00 23.20 23.40
m/z 71.10 71.39%

o 141169 207 252 309341 383 431462489 538

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane

5

5000 85 ||||||||||||||||||
22.80 23.00 23.20 23.40
29 m/z 43.10 59.57%
0 \‘ A ‘ H I u‘ \ \141\169197225 268
R e et et o R R e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
B e e O
71 22.80 23.00 23.20 23.40
5000 m/z 85.15 51.97%
99 196
o 127155 | 295252280
R T R e S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl- T T
43 22.80 23.00 23.20 23.40

m/z 55.10 22 .88%

5000

s

99 210
| 127155182") 239767296323

N SN

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 80 23. OO 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.77 4.52 ng 348248 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 83
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3550 (23.768 min): BP002854.D (-3546) (-) m/z 57.10 100.00%

5000 #\_,\J\/k_’

23.40 23.60 23.80 24.00
m/z 71.10 72.12%

141169 207 253787309 356 403 436 475504 536
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #175558: Tetracosane

5

85

5000 LA L L L L L LB L
23.40 23.60 23.80 24.00
m/z 43.10 54 _36%
o4 \fh 1 109197225253281300%3
AR it T | T T e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
e e &
- 23.40 23.60 23.80 24.00
5000 m/z 85.10 53.85%
29 113
0 141169197225253 296
T T [T T T [ e T o e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane R B R T
57 23.40 23.60 23.80 24.00
m/z 55.10 20.22%
o T “J\/L—’
29 13
. ¥ 141169197225253281309337 380
[T 1T [T T T e e e P R T e e e e e &
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 1-Heptacosanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.86 2.41 ng 186122 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 1-Triacontanol 438 C30H620 000593-50-0 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 3566 (23.862 min): BP002854.D (-3561) (-) m/z 57.10 100.00%
57 97
2000 /\_,\,/\/k—%
L 72180 25,80 24,00 2430
167 251 . . . .
Ob - ML A 420 D07 201279308 390 399478460491 827 | sz 97.10  85.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 |97
5000 LN SN SN SULRU I
105 23.60 23.80 24.00 24.20
m/z 83.10 82.97%
42 \‘ L L‘ 12%181209257264292320350378
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 HRSR ISR BN SUNIN SR
23.60 23.80 24.00 24.20
5000 m/z 69.10 74 .70%
29 125 420
. 153181209237265 307336363392
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol B EERR Bam e L
57 23.60 23.80 24.00 24.20
97 m/z 55.10 73.58%
5000
125
0 %9 l 953181209238265292322 364302
m/z--> 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\HPCHEMI1\BNA P\DATA\BP072420\
Data File : BP002854.D

Aca On 24 Jul 2020 15:25

Operator : CG/JU

Sample : L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 14 Docosane, 7-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

24 .50 2.12 ng 163345 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 94
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3674 (24.498 min): BP002854.D (-3671) (-) m/z 57.10 100.00%

13 24.20 24.40 24.60 24.80

o 41169 208 253282 331 382 415 455 489519549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-

m/z 71.10 83.04%

-

5000 R e e  EEmEmmmm
& 24 20 24. 40 24 60 24. 80

m/z 43.10 67.62%

13 182
o w | [0 011039067 329337364302
T I B o T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
R R e R
71 24.20 24.40 24.60 24.80
5000 m/z 85.15 57.18%
99 238 281
o 127155183210 309337365394
T e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane R R e R M
24.20 24.40 24.60 24.80
m/z 55.10 22.20%

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 24,20 24.40 2460 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP072420\
Data File : BP002854.D

Acq On 24 Jul 2020 15:25

Operator : CG/JU

Sample - L3412-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP071020.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]
Morpholine, 4-phe... 17.97 26.0 ng 1333120 4 16.95 1026110 20.0
Glyoxylamide, N-p... 18.10 32.1 ng 1646380 4 16.95 1026110 20.0
Diethylene glycol... 18.22 72.7 ng 3731930 4 16.95 1026110 20.0
Benzoic acid, 2-b... 18.39 6.9 ng 354407 4 16.95 1026110 20.0
5-Octadecene, (E)- 20.79 10.4 ng 711470 5 21.06 1369760 20.0
unknown20.85 20.85 13.3 ng 909796 5 21.06 1369760 20.0
Eicosane 21.64 4.2 ng 284427 5 21.06 1369760 20.0
2-Bromo dodecane 22.10 5.0 ng 340579 5 21.06 1369760 20.0
Squalene 22.22 20.9 ng 1613780 6 23.23 1541770 20.0
Hentriacontane 22 .59 7.6 ng 586473 6 23.23 1541770 20.0
Nonadecane 23.14 7.5 ng 574808 6 23.23 1541770 20.0
Tetracosane 23.77 4.5 ng 348248 6 23.23 1541770 20.0
1-Heptacosanol 23.86 2.4 ng 186122 6 23.23 1541770 20.0
Docosane, 7-hexyl- 24 .50 2.1 ng 163345 6 23.23 1541770 20.0
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