LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 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-BP110619.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 2.316 33 39 48 rVB 345137 515536 7.30% 1.032%
2 5.728 612 619 631 rBV 359443 541264 7.67% 1.083%
3 6.304 710 717 721 rBVY 2451872 3085374 43.71% 6.176%
4 7.810 966 973 984 rBVY 2645302 3414571 48.37% 6.834%
5 8.004 1000 1006 1017 rBV 2908010 3581719 50.74% 7.169%
6 8.363 1062 1067 1074 rVB 1014962 1193609 16.91% 2.389%
7 8.604 1102 1108 1113 rBvV 2505031 2994808 42.42% 5.994%
8 9.240 1209 1216 1220 rBvV 1817677 2167271 30.70% 4.338%
9 10.392 1406 1412 1417 rBV 1373415 1540888 21.83% 3.084%
10 12.169 1707 1714 1719 rBV 4250203 5120043 72.53% 10.248%

11 12.834 1820 1827 1832 rBV 617956 708045 10.03% 1.417%
12 13.251 1892 1898 1904 rBV 1722994 2084449 29.53% 4.172%
13 14.545 2110 2118 2132 rBV 3156133 4007273 56.77% 8.021%
14 15.645 2300 2305 2309 rBV 2198981 2454730 34.77% 4.913%
15 15.680 2309 2311 2316 rVB 137893 133979 1.90% 0.268%

16 15.780 2326 2328 2334 rVB 83314 93263 1.32% 0.187%
17 16.527 2447 2455 2462 rBvV2 312013 453091 6.42% 0.907%
18 17.386 2596 2601 2605 rBV 214857 232058 3.29% 0.464%
19 17.610 2636 2639 2647 rBV 79223 105059 1.49% 0.210%
20 17.692 2648 2653 2656 rVvVv 223083 264335 3.74% 0.529%

21 17.927 2687 2693 2696 rBV 5960443 7059365 100.00% 14.130%
22 18.016 2696 2708 2713 rVB 244673 280964 3.98% 0.562%
23 18.292 2750 2755 2758 rBV3 48111 80649 1.14% 0.161%
24 19.163 2898 2903 2913 rBV 359584 631367 8.94% 1.264%
25 19.280 2917 2923 2927 rBV 2285334 2603855 36.89% 5.212%

26 19.310 2927 2928 2936 rVB2 125214 125744 1.78% 0.252%
27 19.568 2969 2972 2978 rBV 152942 161626 2.29% 0.324%
28 19.957 3035 3038 3042 rBvV 206020 228825 3.24% 0.458%
29 20.333 3099 3102 3106 rBvV 264259 274627 3.89% 0.550%
30 20.421 3113 3117 3121 rVB2 193569 226471 3.21% 0.453%

31 20.568 3138 3142 3150 rVB 91991 204157 2.89% 0.409%
32 20.733 3166 3170 3178 rBV 273041 341231 4.83% 0.683%
33 21.063 3220 3226 3235 rVB 1569992 2243147 31.78% 4._.490%
34 21.180 3241 3246 3253 rVB 227910 350569 4.97% 0.702%

8270-BP110619.M Mon Nov 18 17:01:41 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 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

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.686 3327 3332 3338 rBV 165736 283752 4.02% 0.568%

36 22.268 3426 3431 3437 rVB2 92273 173549 2.46% 0.347%

Sum of corrected areas: 49961263
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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: BP001053.D
6000000

5000000
4000000

3000000 8.00
7.81 8.60

6.30
2000000 9.24
1000000 8,36
2.32 5.73 A

I T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BP001053.D
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I I
8.00 8.50 9.00

5000000
12.17
4000000

14.55
3000000

2000000 13.25
10.39

1000000 1283

16.53
16878
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Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

Abundance TIC: BP001053.D
6000000 17193

5000000
4000000

3000000
19.28

2000000 21.06

19.1 26832 20.73
9 18.02 1957 19.96 20833 20 118 2169
17.397.6P9 15,918 29 Vi hw_¢_ﬂ_ﬁ~_%JL4\,A Ao 222t

R S e et e e e

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.32 8.64 ng 515536 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 40 (2.322 min): BP001053.D (-33) (-) m/z 73.05 100.00%
3
5000
43
A
o1 ‘104 135 166 198226 261 299 333 377 426456 503531 miso 4§ 485 2.eg 1. 24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 N R R
43 220 240  2.60
m/z 87.05 30.04%
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
[T
220 240  2.60
5000 41 m/z 55.05 23.05%
112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- | L
73 220 240  2.60
m/z 41.10 10.63%
5000
45
m/z--> 50 100 150 200 250 300 350 400 450 500 550 220 240  2.60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.73 9.07 ng 541264 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 619 (5.728 min): BP001053.D (-612) (-) m/z 42.95 100.00%
43
5000
101
e
540 5.60 5.80 6.00
Ol ZLe 247 189217250281 327 381110412473 o1l 547 m/z 59.05 66.05%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A IS SR R

5.40 5.60 5.80 6.00
m/z 101.00 31.07%

101
J
——tr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R BAmamEa AL
5.40 5.60 5.80 6.00
5000 m/z 57.95 17.62%
101
15 13
I |
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester PP T T T
59 5.40 5.60 5.80 6.00
m/z 41.05 9.76%
5000
126
I R L L B B R o BAREE B PP T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknown8.00 Concentration Rank 1

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

8.00 60.01 ng 3581720 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 1005 (7.998 min): BP001053.D (-1000) (-) m/z 132.00 100.00%
132
5000 68
96 IREAIRARBE SRR NRRRE RN
40 l 179 221250278306333363 394424452482510539 1.60_7.80 5800 820 840
oL D) S e o o m/z 68.05 40.45%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T

760 7.80 800 8.20 8.40
m/z 133.95 32.60%

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

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
e e
7.60 7.80 8.00 820 8.40
5000 m/z 66.00 29.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e e
132 7.60 7.80 8.00 820 8.40
m/z 69.05 18.78%
5000
,”..HIL“L.”,.”. S SENEED K S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.53 3.69 ng 453091 Phenanthrene-d10 15.65
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 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2455 (16.527 min): BP001053.D (-2447) (-) m/z 73.00 100.00%

7B

43
5000

_%‘

213

256
16.20 16.40 16.60 16.80
0 292 329357385 425 475505 537 m/z 59.95 75.01%

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

157185

B
@©
~
®

16.20 16.40 16.60 16.80
m/z 43.10 64.44%

5000

21
157185

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
a3 |B
B BRI S e S S
16.20 16.40 16.60 16.80
5000 m/z 57.10 56.94%
171 214
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid e BEREEEE e
43,73 16.20 16.40 16.60 16.80
m/z 55.10 56.15%
5000
241 284
iy R e A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.69 2.03 ng 264335 Chrysene-di12 19.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene 202 C16H10 000129-00-0 95
2 Fluoranthene 202 C16H10 000206-44-0 91
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 50
4 4.5-Dihvdronaphtho(2.1-dYthiazol... 202 C11H10N2S 034176-49-3 9
5 Pyrimidine, 4-methoxy-6-(2-hydro... 202 C11H10N202 097630-79-0 9

Abundance Scan 2653 (17.692 min): BP001053.D (-2648) (-) m/z 202.10 100.00%

202
5000

101 17.40 17.60 17.80 18.00
74 174
O e R i 220, 288314342 377404431450486514541 m/z 200.00 21.07%

T T T 1 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #62822: Pyrene
202
5000

17.40 17.60 17.80 18.00
m/z 203.00 19.11%

101
39 74 | 134 174

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #62827: Fluoranthene
202
17.40 17.60 17.80 18.00
5000 m/z 201.05  17.45%

101
39 74 174

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- e AR S e e
202 17.40 17.60 17.80 18.00
m/z 101.00 8.94%
5000

g0 74101 150

m/z--> 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\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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

Concentration Rank 11

Peak Number

7 Tributyl acetylcitrate

R.T. EstConc Area Relative to ISTD R.T.
18.02 2.16 ng 280964  Chrysene-di2 19.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl acetvlcitrate 402 C20H3408 000077-90-7 90
2 Butvl citrate 360 C18H3207 000077-94-1 83

3 Adipic acid. 2-decvl isobutyl ester 342 C20H3804
4 Adipic acid. isobutyl 2-methvlpe... 286 C16H3004
5 Adipic acid, butyl 3-hexyl ester 286 C16H3004

1000353-59-6 53
1000353-55-7 53
1000353-62-3 50

Abundance Scan 2709 5‘§18.021 min): BP001053.D (-2696) (-) m/z 185.00 100.00%
185
5000 129 259
43 157
J| 85 213 329 17.80 18.00 18.20 18.40
Ol ket .l-,l. el b SOL 747957387416 469501 535 m/z 129.00 47.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212860: Tributyl acetylcitrate
185
43 129
5000 259 LA L L L L L L L
17.80 18.00 18. 20 18. 40
157 m/z 259.10 41.38%
213
15 " %71 lll " | 301329
et e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190470: Butyl citrate
185
R R e e A Ranma e
129 17.80 18.00 18.20 18.40
5000 259 m/z 43.00 21 .55%
57
87 157
...lm ‘.\{ | 231 287 360
et e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178425: Adipic acid, 2-decyl isobutyl ester L L
129 17.80 18.00 18.20 18.40
m/z 157.00 19.06%
185
5000
57
BT BT S E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 4.85 ng 631367 Chrysene-di12 19.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Cvclotetracosane 336 C24H48 000297-03-0 95
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 95
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 94
Abundance Scan 2903 (19.163 min): BP001053.D (-2898) (-) m/z 57.05 100.00%
57
97
5000
les 18:80 19.00 19.20 19.40
154 234 : : : .
ot A R L LA 20T 280 324355362 414443 476 517547 | Trzz 43.10  68.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55 g3
5000 LU LR BN B
11 18180 19.00 19.20 19.40
) m/z 83.10 67.70%
39167196224
miz--> "'5'0""166"iéd"éod'"256"'306"ééd"&éé"&éé"ééd"ééd
Abundance #174179: Cyclotetracosane
43
83
18.80 19.00 19.20 19.40
5000 m/z 55.10 64.44%
11
|, (139167 196224251279308336
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #231356: Docosy! pentafluoropropionate R AR EEEEE T
57 18.80 19.00 19.20 19.40
m/z 69.05 61.19%
97
5000
25
%9 l 153181 224252280308 353 454
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.33 2.45 ng 274627 Perylene-d12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 3101 (20.327 min): BP001053.D (-3099) (-) m/z 57.10 100.00%
57
85
5000
fi%ﬂ41169197225 270 309 355 397 432460491520547 20,00 20.20 20.40 20,60
O A e e e e e m/z 71.10 81.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane
57
5000 85 U DA BRI
mmmmmmmm
29 m/z 43.10 66.36%
| f}3141169197225253 296
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #185535: Heptadecane, 9-octyl-
57
20.00 20.20 20.40 20.60
5000 85 m/z 85.10 59.74%
‘ ﬁ}3141169197 239)67204323352

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane R R
20.00 20.20 20.40 20.60

m/z 55.10 28 .04%

5000

141169197225 267205 365393
L e o e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 20,00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.42 2.02 ng 226471 Perylene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 98
2 Supraene 410 C30H50 007683-64-9 94
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 80
4 Trideca-1.3.7.11-tetraene-1.1-di... 268 C18H24N2 1000159-88-9 53
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
Abundance Scan 3117 (20.421 min): BP001053.D (-3113) (-) m/z 69.10 100.00%
6o
2000 AW/J\_\,/\\
T 1149 20120 20,40 20,60 20,80
b gl | 82 291 2m1300 301370 atoass ano sursas | s BTG P RS o0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69
s000] 4 LLIILN SRR BN SO B

20. 20 20 40 20. 60 20. 80
m/z 41.05 20.71%

0913

Ty 164191 231 273 341368 410
o T L I o o e o B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
R S N EaEmE s
20.20 20.40 20.60 20.80
5000 m/z 149.00 16.36%
41
d 309 164191 231 273300 341368 410
g ............................“...“...“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... e S ma s )
69 20.20 20.40 20.60 20.80
m/z 95.05 14 .49%
5000 41
N ‘\L Ly 149 192 231 273 315 356384
I o o R LA B I T o e o o e e R S N EaEmE s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 20 20 40 20. 60 20. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Hexatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.73 3.04 ng 341231 Perylene-d12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Docosane. 5-butvl- 366 C26H54 055282-16-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
Abundance Scan 3169 (20.727 min): BP001053.D (-3166) (-) m/z 57.10 100.00%
57
85
5000
rT?ﬂ41 193 225253281309 347 379408 460 493521549 20.40 2060 20.80 2100 _
O e L B B e R L Lt m/z 71.10 83.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane
5000 ISR R

20. 40 20. 60 20 80 21.00
m/z 43.10 63.63%

13141169197225253281309337 379 421449477506
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #219831: Triacontane
57
T
20.40 20.60 20.80 21.00
5000 85 m/z 85.10 60.33%
B4
29 s 169197225253281309337365393422
L B o e B e A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194498: Docosane, 5-butyl- R RS ma e
43 20.40 20.60 20.80 21.00
- m/z 55.10 25.20%
5000
126
99 309
| ul 155183211239 280 | 337364
e e A T e T e T e e e e T B E R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 1-lodo-2-methylundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.18 3.13 ng 350569 Perylene-d12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Eicosane 282 C20H42 000112-95-8 74
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 3246 (21.180 min): BP001053.D (-3241) (-) m/z 57.10 100.00%
57
5000 J\\,‘/\J\\,\/J
99 i A
141 197 20.80 21.00 21.20 21.40
- ...],.LHl.t..A.A:.?:?g.??? 323355 A13a44drr 531 m/z 71.05  81.57%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #140553: 1-lodo-2-methylundecane

51

5

5000 R
20.80 21.00 21.20 21.40

m/z 85.10 66 .88%

99
J 169 211 206

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517

E

20.80 21.00 21.20 21.40
5000 m/z 43.10 59.82%

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

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane A RRREE B
57 20.80 21.00 21.20 21.40

m/z 55.10 27.20%

:

5000

F .

99
26| | 11| 141 183 225 267 309 351 303 436

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 20 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001053.D

Aca On : 15 Nov 2019 21:56

Operator :© JU

Sample - K5832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.69 2.53 ng 283752 Perylene-d12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3333 (21.692 min): BP001053.D (-3327) (-) m/z 57.10 100.00%

[6)]
~
(o]
al

5000
141 264 302 21.40 21.60 21.80 22.00
183 225
AL A i 20 Ty, I 337365 415449 488 532 | nzu 7105 81.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane
5000 LA L L L L LB

21.40 21.60 21.80 22.00
m/z 85.10 61.02%

113141169197205 268

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
R N REEE S R
21.40 21.60 21.80 22.00
5000 85 m/z 43.10 58.00%

141169197225 267205 365393

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202663: 2-methylhexacosane O B .
57 21.40 21.60 21.80 22.00

m/z 55.05 26 .30%

i

5000

Is

113
2 ﬂ ﬂAﬁﬁl}§9;97225253281309337365

m/z--> 50 100 150 200 250 300 350 400 450 500 21. 40 21 60 21. 80 22. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111519\
Data File : BP001053.D

Acq On : 15 Nov 2019 21:56

Operator : JU

Sample - Kb832-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.32 8.6 ng 515536 1 8.37 1193610 20.0
2-Pentanone, 4-hy... 5.73 9.1 ng 541264 1 8.37 1193610 20.0
unknown8 .00 8.00 60.0 ng 3581720 1 8.37 1193610 20.0
n-Hexadecanoic acid 16.53 3.7 ng 453091 4 15.65 2454730 20.0
Benzene, 1,1°-(1,... 17.69 2.0 ng 264335 5 19.28 2603860 20.0
Tributyl acetylci... 18.02 2.2 ng 280964 5 19.28 2603860 20.0
Cyclohexadecane 19.16 4.8 ng 631367 5 19.28 2603860 20.0
Heneicosane 20.33 2.5 ng 274627 6 21.06 2243150 20.0
Squalene 20.42 2.0 ng 226471 6 21.06 2243150 20.0
Hexatriacontane 20.73 3.0 ng 341231 6 21.06 2243150 20.0
1-lodo-2-methylun... 21.18 3.1 ng 350569 6 21.06 2243150 20.0
Nonadecane 21.69 2.5 ng 283752 6 21.06 2243150 20.0
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