LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI1I\BNA P\METHODS\8270-BP010820.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.870 9 14 22 rBv 53646 95513 3.76% 0.555%
2 2.946 22 27 42 rVB 568731 765423 30.14% 4.451%
3 4.793 336 341 350 rVB 64801 91495 3.60% 0.532%
4 5.258 414 420 428 rBV 440926 633050 24.93% 3.681%
5 6.822 679 686 697 rBV 286845 470738 18.54% 2.737%
6 7.169 738 745 762 rBV 777461 1261020 49.66% 7.332%
7 7.628 817 823 833 rVB 165232 254018 10.00% 1.477%
8 7.946 869 877 888 rBV 650700 1056530 41.60% 6.143%
9 8.775 1010 1018 1034 rBV 543369 926722 36.49% 5.389%
10 10.405 1286 1295 1308 rBvV 173098 304778 12.00% 1.772%

11 12.899 1711 1719 1733 rBV 1232790 1850613 72.87% 10.761%
12 13.740 1856 1862 1873 rBV 81453 116707 4._.60% 0.679%
13 14.275 1947 1953 1962 rBV2 268036 405112 15.95% 2.356%
14 15.781 2202 2209 2216 rBV 1067748 1550069 61.04% 9.013%
15 15.840 2216 2219 2231 rVB8 14980 30415 1.20% 0.177%

16 17.040 2417 2423 2433 rBV 339171 477494 18.80% 2.776%
17 17.975 2577 2582 2594 rBvV2 108357 190455 7.50% 1.107%
18 19.628 2857 2863 2870 rBV 2154536 2539499 100.00% 14.766%
19 20.439 2998 3001 3005 rVvB 42312 45393 1.79% 0.264%
20 20.892 3073 3078 3084 rBvV 285843 407549 16.05% 2.370%

21 21.145 3116 3121 3128 rVV 328860 443734 17.47% 2.580%
22 21.322 3148 3151 3155 rVB 164057 175842 6.92% 1.022%
23 21.763 3221 3226 3238 rVB 243562 331903 13.07% 1.930%
24 22.227 3301 3305 3311 rVB 314767 400451 15.77% 2.328%
25 22.357 3322 3327 3334 rVB 313012 431496 16.99% 2.509%

26 22.739 3387 3392 3401 rVB 311030 442461 17.42% 2.573%
27 23.316 3485 3490 3495 rBvV 266435 437095 17.21% 2.542%
28 23.375 3495 3500 3511 rVB 215583 403743 15.90% 2.348%
29 23.974 3596 3602 3611 rBV 200677 391102 15.40% 2.274%
30 24.733 3727 3731 3738 rVB 98407 197831 7.79% 1.150%

31 25.621 3878 3882 3890 rVB3 31148 69796 2.75% 0.406%

Sum of corrected areas: 17198047
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator : JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BP001632.D
2000000
1500000
1000000
7.17
7.95
2.95 8.78
500000 5.26
6.82
7.63 10.40
P.&7 4.79
0 A
B e e e B B A e e e e e B e B L L B B o s s o o sy e I
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BP001632.D
19(63
2000000
1500000
12.90
15.78
1000000
500000 17.04
14.27 '
17.97
. 13.74 5.84
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP001632.D
2000000
1500000
1000000
5000001 opg3l15 L. 222362274
2132 ' 2891 24.73
44 \ 25.62
e e e o o e o e R o e S o o o o S o
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 2350 24.00 2450 25.00 25,50 26.00 26.50 27.00 2750 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 1-Pentene, 2-methyl- Concentration Rank 14

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

2.87 7.52 ng 95513 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 86
2 Cvclohexane 84 C6H12 000110-82-7 81
3 1-Hexene 84 C6H12 000592-41-6 47
4 Cvanic acid. 2-methvlpropvl ester 99 C5H9NO 001768-25-8 45
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 43

Abundance Scan 14 (2.870 min): BP001632.D (-9) (-) m/z 56.05 100.00%
56
84
5000
e B
2.90 3.00 3.10 3.20 3.30
o! l Ao 121149 187 221249281 314 855 390 429459489519%47 ' "m/z 41.05  72.05%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1487: 1-Pentene, 2-methyl-
56
5000
27 | ga 2.90 3.00 3.10 3.20 3.30
‘ m/z 84.05 61.66%
ot e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56 g4
2.90 3.00 3.10 3.20 3.30
5000 m/z 55.00 41.05%
27
L I A S L WAL B L I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1452: 1-Hexene
56 2.90 3.00 3.10 3.20 3.30
m/z 39.00 38.84%
5000
27} | 84
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2.90 3.00 3.10 3.20 3.30

8270-BP010820.-M Fri Jan 17 11:39:40 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.95 60.27 ng 765423 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 28 (2.952 min): BP001632.D (-22) (-) m/z 73.10 100.00%
3 h
43
5000
2.90 3.00 3.10 3.20 3.30 3.40
0 it ‘ 115146179208290 281311339 390 13246294523 . m/z 43.00 54.51%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
2.90 3.00 3.10 3.20 3.30 3.40
m/z 55.05 33.00%
0 |“"|“"|“"|“"""""""w"""'w"'w"'w
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 a1 m/z 87.05 27 .99%
0 112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1995: Silane, tetramethyl-
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 41.00 17.75%
5000 S
43
15
-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.90 3.00 3.10 3.20 3.30 3.40

8270-BP010820.-M Fri Jan 17 11:39:40 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

4.79 7.20 ng 91495 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 340 (4.787 min): BP001632.D (-336) (-) m/z 43.00 100.00%
43
5000
J 101 440 460 480 500 520
73 : : : : -
o,...J.,..'..,|..1.3?1.6.4.1.9?.2.2]5?,..2??,.:?2]7.?“?9 397429 466494523 m/z 58.95 44_97%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRR SRS AR
440 4.60 4.80 5.00 5.20
m/z 100.95 15.87%
15 101
o,ﬂwiﬂ..ﬂ..”,.”. S A ma R RS
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
440 460 480 500 520
5000 m/z 58.10 13.64%
101
R S B S L I B S S L WA
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43 440 4.60 4.80 5.00 5.20
m/z 40.95 10.63%
5000
101
0 1\5 |
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 440 460 480 500 520

8270-BP010820.-M Fri Jan 17 11:39:41 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown7.17 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.17 99.29 ng 1261020 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 745 (7.169 min): BP001632.D (-738) (-) m/z 132.00 100.00%
132
5000 68
40 96 SR A UL R

6.80 7.00 7.20 7.40 7.60
ol 161 207239 277 321 359 415 456 504 546 m/z 68.05 51.52%

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

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 LA L L L L L LB L B
6.80 7.00 7.20 7.40 7.60
39 m/z 65.95 42.51%
“‘ 103
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
69 e L REmEEn
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 133.95 32.57%
31
O e e T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: 1H-Benzimidazole, 2-methyl- s e e R o
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 24 .95%
5000
63
27, 92‘
O e o B HL A e e o e o o e B B e A I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.97 7.98 ng 190455 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Undecanoic acid 186 C11H2202 000112-37-8 70
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 Isopropyl palmitate 298 C19H3802 000142-91-6 64

Abundance Scan 2581 (17.969 min): BP001632.D (-2577) (-) m/z 43.05 100.00%
8 4
5000
718528 e 1760 1730 1500 1550 "
ol 294 340368395 442473501 544 n/z 55.05 82 34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107547: n-Hexadecanoic acid
43 73
5000 L D B DR B
17. 60 17. 80 18 00 18.20
129 256 m/z 73.00 81.14%
NS
N Jh i S E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
43 17.60 17.80 18.00 18.20
5000 m/z 59.95 78.52%
129
171 514
o5 101
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #50051: Undecanoic acid
60 17.60 17.80 18.00 18.20
m/z 41.05 77.75%
5000
29 129
186
o ﬂ. 7 T 1577

T
m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

17. 60 17. 80 18 00 18. 20

8270-BP010820.M

Fri Jan 17 11:39:42 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Triacontyl pentafluoropropi... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.89 18.37 ng 407549 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Triacontyl pentafluoropropionate
2 Tetracosvl trifluoroacetate

3 Tricosvl trifluoroacetate

4 Hexacosvl pentafluoropropionate
5 Hexacosyl heptafluorobutyrate

584 C33H61F502
450 C26H49F302
436 C25H47F302
528 C29H53F502
578 C30H53F702

1000351-80-0 91
1000351-76-4 91
1000351-75-1 91
1000351-81-2 91
1000351-83-3 91

Abundance Scan 3078 (20.892 min): BP001632.D (-3073) (-) m/z 57.10 100.00%
57
T e
y ] l 25 163 20.60 20.80 21.00 21.20
ol AL e o207 203281 323 372 415442 498535 | n/z 43.05  99.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triaconty| pentafluoropropionate
57
5000 LA L L L L LB LB
20. 60 20 80 21. OO 21 20
m/z 55.00 71.05%
ol 2 u ‘\\ k ﬂ 181 222 264292 334362392420 465 566
T S B e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 AL
20.60 20.80 21.00 21.20
5000 m/z 41.05 57.26%
125
0 29 153181210 252280308336 381 432
T T T T T T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223732: Tricosyl trifluoroacetate L o L
57 20.60 20.80 21.00 21.20
m/z 83.05 47 . 49%
97
5000
25
29
0 l 153181210238266294322 367 418
B A B R o T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 60 20 80 21. 00 21 20

8270-BP010820.-M Fri Jan 17 11:39:43 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Tricosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.32 7.93 ng 175842 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Hexacosane 366 C26H54 000630-01-3 92
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
Abundance Scan 3151 (21.322 min): BP001632.D (-3148) (-) m/z 57.10 100.00%
57
5000 85
113 21/00 21.20 21.40 21.60
O A b d L 142169107224 254281 324355 396 430459491 530 | /5 43 05 78.97Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164579: Tricosane
57
5000 85 USSR A B DR

21,00 21.20 2140 21.60
m/z 71.05 51.11%

2 | I ‘ 141169197225253281 324
ot 4 u‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
I BBARREREEES RS
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 38.79%
113
o 29 141169197225253 295 366
T T T [T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57 21.00 21.20 21.40 21.60
m/z 41.00 31.45%
5000
85
29 113141
Ob i A 109197225053261 323351380 et dotiamanmtet
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. OO 21. 20 21. 40 21 60

8270-BP010820.-M Fri Jan 17 11:39:43 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.76 14.96 ng 331903 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Hexacosane 366 C26H54 000630-01-3 94
3 Hexatriacontane 507 C36H74 000630-06-8 93
4 Pentacosane 352 C25H52 000629-99-2 93
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 93

Abundance Scan 3226 (21.763 min): BP001632.D (-3221) (-) m/z 57.10 100.00%

57
5000 85

13 21.40 21.60 21.80 22.00
141169 211
Ol bk .1[,1:1. 2R, 204323 859 402 447 492 540 m/z 43.10 77.15%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 L L TT T T[T T T T[T TTT T

21,40 21.60 21.80 22.00
m/z 71.05 55.13%

L }41169197 239567206 352

0..n,.”. e L ML
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
_I—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—r"
21.40 21.60 21.80 22.00
5000 85 m/z 85.10 42 .13%
113
o 29 141169197225253 295 366
I o e e e R LN o o o S o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane N e B e e
21.40 21.60 21.80 22.00
m/z 41.10 31.77%
5000

E

‘ 13141169197225253281309337 379 421449477506
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21.40 21,60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.23 18.05 ng 400451 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91

Abundance Scan 3305 (22.227 min): BP001632.D (-3301) (-) m/z 57.10 100.00%

57
5000 85

113 22.00 22.20 22.40 22.60
155183
ob Al LT, 195185211230267 209 _ 361 404 430468498 538 | 17574310 78.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 LA L L L L I

22. OO 22. 20 22. 40 22 60
m/z 71.10 56.09%

11
o...‘.‘,.‘l‘.“‘.h‘,.h‘.‘..h e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 71
e S R e o
22.00 22.20 22.40 22.60
5000 m/z 85.10 39.95%
126
99 309
0 155183211239266 336364
L o B L e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane S e B B B B N
57 22.00 22.20 22.40 22.60
m/z 41.05 29.09%
5000
85
29
o J113141169197225253281 323351380
L B B L e e o e L B e o o o B L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. OO 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.36 21.37 ng 431496 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 4.8.12-Tetradecatrienal. 5.9.13-._._ 248 C17H280 066408-55-7 72
5 Bis(3-methylbut-3-enyl) phthalate 302 C18H2204 022711-53-1 59

Abundance Scan 3328 (22.363 min): BP001632.D (-3322) (-) m/z 69.05 100.00%

69
5000
41

1 07137 189 341 22.00 22.20 22.40 22.60
obbu LIS T 189 231 269299 341369396429 478 527 m/z 81.05 43.59%

T T T 1 T 1 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69

5000 R T T O T
22,00 22.20 22.40 22.60

41 m/z 41.10 30.28%

0 . H\\u d 164191 231 273301 341368 410
e R e AL I e o e i o e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

69

22100 2220 2240 2260
5000 m/z 68.00 12.63%

41
137
o 10977 175208231 273 341
L e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal e e B A i e

22.00 22.20 22.40 22.60
m/z 95.05 12 .60%

|

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 00 22. 20 22. 40 22 60

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Hexatriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.74 21.92 ng 442461 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 98
2 Pentacosane 352 C25H52 000629-99-2 96
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 95
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 94
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 94

Abundance Scan 3392 (22.739 min): BP001632.D (-3387) (-) m/z 57.10 100.00%

5000 85

BN

13 22.40 22.60 22.80 23.00
141169
o AL i [741169197 230067205 3a1371402030461 508540 | oGS0 7728
mz-> 0 50 100 150 200 250 300 350 400 450 500 580
Abundance #235973: Hexatriacontane
57
5000 LA L L L L B |
85 22.40 22.60 22.80 23.00
29 m/z 71.05 58.31%
ol “ ﬂ }41;69197225253281309337 379 421449477506
,”..,... T P e T e T T e T T P
mz-> 0 50 100 150 200 250 300 350 400 450 500 580
Abundance
57
R R e
22.40 22.60 22.80 23.00
5000 85 m/z 85.10 41.61%
113
o 2 141169 211239267295303352
T T T ] T T e ] e T e T e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl- S o B S B B B B
43 22.40 22.60 22.80 23.00
m/z 41.00 28.95%
71
5000
99 238 281
0 L)L 127155183210 | 309337365392
R B = S AR AT
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2240 2260 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.32 21.65 ng 437095 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3491 (23.322 min): BP001632.D (-3485) (-) m/z 57.10 100.00%

57
5000 85

113 23.00 23.20 23.40 23.60
141 183
Ob L b L L, 183211230 284 327355 391422 459489 535 m/z 43.10 72.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane
57
5000 85 LA L L L L L L LB L |
23.00 23.20 23.40 23.60
m/z 71.05 56.00%
RSN T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
e A BRERERE
23.00 23.20 23.40 23.60
5000 a5 m/z 85.05 39.46%
113
0 141 182319 252281308337
T [ T T T T [ T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane S I L B N B B A
57 23.00 23.20 23.40 23.60
m/z 41.05 26.07%
5000
85
29
oh 113141169197225253281 323351380
B e L R e e o o e o e R RRRRE R RS SRRy
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23 00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Octacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.97 19.37 ng 391102 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Hexacosane 366 C26H54 000630-01-3 96
3 Heneicosane 296 C21H44 000629-94-7 95
4 Eicosane 282 C20H42 000112-95-8 95
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 95
Abundance Scan 3601 (23.969 min): BP001632.D (-3596) (-) m/z 57.10 100.00%

5000

:

23.60 23.80 24.00 24.20
m/z 43.05 70.02%

13 155

o 207 251282310337 369 401429 460 512 547

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane

5

5000 T

85 23.60 23.80 24.00 24.20
- m/z 71.10 51.48%
ol j“‘H13141169197225253281309337365394
e e e N —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R e
23.60 23.80 24.00 24.20
5000 o m/z 85.10 41.35%
113
o 29 141169197225253 295 366
A e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane R e BEARSRERES
57 23.60 23.80 24.00 24.20
m/z 41.05 26.27%
29 113
ol [ }?1169197225253 296
e 10 N A M e NN

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

23. 60 23. 80 24 00 24. 20

8270-BP010820.-M Fri

Jan 17 11:39:46 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Tetracosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
2473 9.80ng 197831  perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetracosane 338 C24H50 000646-31-1 93

2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44

3 Tridecane. l-iodo- 310 C13H271
4 Hexadecane. 6.11-dipentvl- 366 C26H54
5 Octacosane 394 C28H58

054833-48-6 93
035599-77-0 93
015874-03-0 90
000630-02-4 90

Abundance Scan 3730 (24.727 min): BP001632.D (-3727) (-) m/z 57.10 100.00%
57
\ 113 24.40 24.60 24.80 25.00
141 183 221 253281 . . . X
ob LI Dt 133 221253287300 341 374401429 461489 5225680 | 143 10 71.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57
85
5000 TT LR B TTT T T
24. 40 24. 60 24 80 25.00
29 m/z 71.10 60.62%
13111
bbb isonooosgss S8
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R R o R RRA
24.40 24.60 24.80 25.00
5000 85 m/z 85.10 38.45%
113
0 141 183211239267296
B B o o I LA AL A B o o o B e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- R R R e
57 24.40 24.60 24.80 25.00
m/z 55.05 26.06%
-~ I MW\
28
| 113 1551?3 310
O T e o e AL B Bt o R B B e i e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.40 24.60 24.80 25.00

8270-BP010820-M Fri Jan 17 11:39:46 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001632.D

Aca On : 16 Jan 2020 17:35

Operator :© JU

Sample : L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
25.62 3.46 ng 69796 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3882 (25.621 min): BP001632.D (-3878) (-) m/z 57.10 100.00%
57
5000 85
3141 175205, 295 337 370 476 25.40 25.60 25.80 26.00
Ol .J'.Lm Rl 7 bafed> S0 414 44970 26 | w7z 43.00  91.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105884: Octadecane
57
5000 85 LRI UL SRR U R
%m%m%m%m
- m/z 71.10 79.10%
0 Iy ‘ “\ ﬂ H‘ \‘ \14\.1‘169197225254
m/z--> 5b 100 150 200 250 300 3éo 460 4éo 560 séo
Abundance
57
2540 25.60 25.80 26.00
5000 P m/z 85.05 49 _.77%
29
o 113141169197225253281309338
m/z--> 5b 160 1éo 200 250 300 3éo 400 4éo 560 séo
Abundance #219831: Triacontane A L R REmms e
57 25.40 25.60 25.80 26.00
m/z 41.00 38.78%
5000 85
113141
o2 {1 JJl§9}97225253281309337365393422
m/z--> éo 160 1éo 200 250 300 350 400 4éo 560 séo 2540 2560 2580 2600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP011620\
Data File : BP001632.D

Acq On : 16 Jan 2020 17:35

Operator : JU

Sample - L1145-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Pentene, 2-methyl- 2.87 7.5 ng 95513 1 7.63 254018 20.0
Butane, 2-methoxy... 2.95 60.3 ng 765423 1 7.63 254018 20.0
2-Pentanone, 4-hy... 4.79 7.2 ng 91495 1 7.63 254018 20.0
unknown7 .17 7.17 99.3 ng 1261020 1 7.63 254018 20.0
n-Hexadecanoic acid 17.97 8.0 ng 190455 4 17.04 477494 20.0
Triacontyl pentaf... 20.89 18.4 ng 407549 5 21.15 443734 20.0
Tricosane 21.32 7.9 ng 175842 5 21.15 443734 20.0
Heptadecane, 9-oc... 21.76 15.0 ng 331903 5 21.15 443734 20.0
Eicosane, 10-methyl- 22.23 18.1 ng 400451 5 21.15 443734 20.0
Supraene 22.36 21.4 ng 431496 6 23.37 403743 20.0
Hexatriacontane 22.74 21.9 ng 442461 6 23.37 403743 20.0
Hexacosane 23.32 21.6 ng 437095 6 23.37 403743 20.0
Octacosane 23.97 19.4 ng 391102 6 23.37 403743 20.0
Tetracosane 2473 9.8 ng 197831 6 23.37 403743 20.0
Octadecane 25.62 3.5 ng 69796 6 23.37 403743 20.0
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