LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 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 M\METHODS\8270-BM053119.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 3.057 8 12 30 rvB 2118609 2689318 14.03% 2.227%
2 5.416 405 413 428 rBV 6439972 9360439 48.83% 7.751%
3 6.998 672 682 695 rBVY 6448429 10681501 55.72% 8.844%
4 7.363 735 744 755 rBVY 6713403 10585128 55.21% 8.765%
5 7.828 816 823 830 rBVY 1134709 1747424 9.11% 1.447%
6 8.151 869 878 885 rBY 4585153 7473683 38.98% 6.188%
7 8.992 1013 1021 1031 rBV 3967422 6451893 33.65% 5.342%
8 10.622 1290 1298 1308 rVB 1483637 2452458 12.79% 2.031%
9 13.092 1709 1718 1724 rBV 8599866 13048108 68.06% 10.804%
10 13.921 1853 1859 1867 rVB 1208266 1687976 8.80% 1.398%

11 14.468 1945 1952 1961 rVB2 2145641 3322647 17.33% 2.751%
12 15.957 2198 2205 2228 rBV 8146468 11610056 60.56% 9.613%
13 17.209 2412 2418 2425 rBV2 2940602 4124862 21.52% 3.415%
14 18.109 2565 2571 2581 rBV 1262198 1798346 9.38% 1.489%
15 19.386 2783 2788 2804 rBV 514622 831293 4._.34% 0.688%

16 19.839 2858 2865 2870 rBVY 15835344 19171324 100.00% 15.874%
17 21.103 3076 3080 3092 rBV 1855735 2212217 11.54% 1.832%
18 21.386 3123 3128 3134 rBV 3390142 4259543 22.22% 3.527%
19 21.550 3152 3156 3163 rBV 216797 257763 1.34% 0.213%
20 21.991 3227 3231 3237 rBV3 262090 440548 2.30% 0.365%

21 22.468 3308 3312 3316 rBV 301540 414277 2.16% 0.343%
22 22.603 3331 3335 3341 rVB 321575 426893 2.23% 0.353%
23 22.997 3397 3402 3407 rBV 301517 450145 2.35% 0.373%
24 23.585 3497 3502 3508 rVB 276411 476298 2.48% 0.394%
25 23.680 3511 3518 3527 rVB 2093853 3943730 20.57% 3.265%

26 24.262 3612 3617 3623 rVB 188105 373397 1.95% 0.309%
27 24.344 3626 3631 3641 rVB2 234083 479957 2.50% 0.397%

Sum of corrected areas: 120771224
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO60119\

BM020651.D

01 Jun 2019 15:32

HP/JU

K3084-07

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

3.06
2000000

TIC: BM020651.D

5.42 7.00 7.36

8.99

7.83

)

10.62

O
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850 9.00

9.50

T
10.00 10.50 11.00 11.50

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BM020651.D

13.09 15.96

17.21
14.47

13.92

18.11

19.39

19.84

O
Time-->

"
LN B N B e R e B e B N O B N B S e B D B B e B B B I

12.00 1250 13.00 13.50 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

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

21.10

TIC: BM020651.D

21.39
23.68

155 21.09 2222760 23.00 23&9 22484
n A NN — A LN

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 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 M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3

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

3.06 30.78 ng 2689320 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (3.057 min): BM020651.D (-8) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.10 3.20 3.30 3.40 3.50
rerprrreprerrr SO 85 L |96 105 483 "m/z 43.10  38.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AU A A AR
43 3.10 3.20 3.30 3.40 3.50
55 87 m/z 87.10 25.40%
29
R R R R A R RS RRARA AR NARN SRR RAASS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 “
Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73
4 e 87 3.10 3.20 3.30 3.40 3.50
5000 m/z 55.05 24 .71%
15 M‘ Il o7
miz--> AN 4'0 A W A AP
Abundance #1852: Acetamide, N-ethyl-
30 3.10 3.20 3.30 3.40 3.50
m/z 41.10 12.18%
5000 43 87 \\/\\
15
il . 5259 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 310 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.36 Concentration Rank 1

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

7.36 121.15 ng 10585100 1,4-Dichlorobenzene-d4 7.83

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 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 743 (7.357 min): BM020651.D (-735) (-) m/z 132.00 100.00%

32
5000 68
96 A S I R I
40 54 7.00 7.20 7.40 7.60
.':',5?“3..1,%97..,..~.,....,....,....,?95?. m/z 68.10 47.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U NARARRARAS RARASRARARE

7.00 7.20 7.40 7.60
m/z 134.00  32.50%

31 51
SR S A W S | | S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
e
7.00 7.20 7.40 7.60
5000 m/z 66.10 30.24%
63
15 28 39 52 7 77 90 10435 |
A AL e o B LA M s o o b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine A e
132 7.00 7.20 7.40 7.60
m/z 69.05 19.21%
5000
33 44 o 105
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.11 8.72 ng 1798350 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Undecane 156 C11H24 001120-21-4 11
5 Hexadecane 226 C16H34 000544-76-3 11

Abundance Scan 2571 (18.109 min): BM020651.D (-2565) (-) m/z 73.10 100.00%

43 7
5000

17.80 18.00 18.20 18.40
m/z 43.10 87.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid

43 73

5000 256 L L
17. 80 18. OO 18. 20 18 40

m/z 60.10 81.57%

213

157 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75071: Tetradecanoic acid
73
43 L S IR SR BN
17. 80 18. 00 18.20 18.40
5000 m/z 41.05 69.95%
129
185 228
b g |2
m/z--> 20 40 60 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65566: Tridecanoic acid A e N
73 17. 80 18. OO 18. 20 18 40

m/z 55.05 68 .86%

43
5000
129
) ‘ il 214
‘T | f m “\ J\ \15\? ‘ ‘197 {

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 80 18. 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.39 3.90 ng 831293 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2789 (19.392 min): BM020651.D (-2783) (-) m/z 43.10 100.00%
o ‘N’,JLJQ\
19.00 19.20 1940 19.60 19.80
m/z 73.05 99.08%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
8B 7
5000 129 NN AU
19.00 19.20 19.40 19.60 19.80
97 185 o 204 m/z 60.05 81.78%
15 a2y |23 | .'%6?.\.,....,...
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
48
73 19,00 19,20 1940 19.60 19.80
5000 o84 m/z 57.05 79.64%
129
97
185
———t ‘I‘ lquJmI .'\IL IMI { \15\7\ \2}3“'2?1' .2|6|5| : 3:||'1| — |3|72|
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid =TT T T T
48 73 19.00 19.20 19.40 19.60 19.80
m/z 55.10 75.77%
5000
129 242
‘ % ‘ 171 199
A L I“ ;Jlll.i\lx .“L.‘. |\1|53| Pl ‘ .2.2‘:' i R T T
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60 19.80

8270-BM053119.M Mon Jun 03 06:57:57 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.10 10.39 ng 2212220 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl102 086711-81-1 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 3079 (21.097 min): BM020651.D (-3076) (-) m/z 43.10 100.00%

83
5000 11
139 20 80 21. 00 21 20 21. 40
167
-HLL L5018 90 224 252 280 27 $%6 | hn7z 57.10  99.33%

m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
5000
111 20.80 21.00 21.20 21.40
- m/z 55.10 94 .66%
169 2
| ]139 191210 | 265283
— —
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69 e
97 20.80 21.00 21.20 21.40
5000 m/z 83.05 88.30%
‘ 125
AL e e
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene R N R e
43 97 20 80 21. 00 21 20 21. 40
69 m/z 69.10 82.59%
5000
125
26 1L | ‘ ‘ \‘ J‘ ‘l | 154 182 210 238 266
— ot — T B A s e
m/z--> 50 100 150 200 250 300 350 20 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.99 2.07 ng 440548 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
Abundance Scan 3231 (21.991 min): BM020651.D (-3227) (-) m/z 57.10 100.00%
57
5000
99 21/60 21.80 22.00 22.20 22.40
141 1+¢207 . . . ) )
ob ML IEaTeRs 267 s2asse o1 L7 43.10  68.81%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane

21 60 21. 80 22. OO 22 20 22. 40
m/z 71.10 68.31%

5000

296

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136481: Tetracosane
517
S BB REE SR
21.60 21.80 22.00 22.20 22.40
5000 m/z 85.05 50.32%

99
26 ] |, 41 183 225 267 338

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane T TR T
57 21.60 21.80 22.00 22.20 22.40
m/z 55.10 27.51%

5000

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

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21 60 21. 80 22. 00 22 20 22. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22 .60 2.16 ng 426893 Perylene-d12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 59
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 53
Abundance Scan 3334 (22.597 min): BM020651.D (-3331) (-) m/z 69.10 100.00%
69 A
5000
41 e P T
95 121 149 22.20 22.40 22.60 22.80 23.00
e b gt (A91 221 252 285 827 3%6 0 sz 81.05  46.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000] 4 ARAUABUNARAR AU
22120 22.40 22.60 22.80 23.00
m/z 41.10 25.00%
95 137
L d f1y’) 161 191 217 273 299 341 367 410
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
22.20 22.40 22.60 22.80 23.00
5000 m/z 95.10 12 .42%
41
‘ o5 137
Y u 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R o B AR
69 22.20 22.40 22.60 22.80 23.00
m/z 68.05 11.68%
5000
41
95
m/z--> 50 ﬁo ﬁo 200 250 300 350 400 22120 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.00 2.28 ng 450145 Perylene-di12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 3402 (22.997 min): BM020651.D (-3397) (-) m/z 57.10 100.00%
57
85
5000
141 169 22.60 22.80 23.00 23.20 23.40
— | A .“ Ao 196 225252 281 327 3%6 429 | Ty 71.10  75.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000 BB
nmnmmmmmmm
m/z 43.10 66 .50%
Zig‘ 1 1| ] 1141 169 197 225 253 262
m/z--> 55 100 150 200 250 360 3%0 460
Abundance #99477: Nonadecane
57
22.60 22.80 23.00 23.20 23.40
5000 85 m/z 85.10 53.97%
29
UL A28 041 160 197 205 268
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #115570: Heneicosane TR TR T T T
57 22.60 22.80 23.00 23.20 23.40
m/z 55.10 25.48%
85
- M‘J\/\M
29 113
Tl L] J 141 169 197 225 253 296
m/z--> % mo @ 2& 250 ﬁ 3% mo nmnmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.59 2.42 ng 476298 Perylene-d12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
3 Tricosane 324 C23H48 000638-67-5 87
4 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 3503 (23.591 min): BM020651.D (-3497) (-) m/z 57.10 100.00%
5000 /
NSRS AR SR I
141 207 23.20 23.40 23.60 23.80 24.00
3 109 251 285 324 356 415 ho 71.10  72.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
g7
85
5000 AR UABR ULV
2320 2340 23.60 23.80 24.00
m/z 43.10 56.91%
29 113
| | ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
g7
23.20 23.40 23.60 23.80 24.00
5000 85 m/z 85.10 50.58%
29 113 210
AL M e T 0ae6 09
m/z--> 50 100 150 200 250 300 350 400
Abundance #130015: Tricosane T RN o
57 23.20 23.40 23.60 23.80 24.00
m/z 55.10 23.34%
- ] /\MW/\/‘-A/W
29 324
mz-> 80 ' o 1o 2 2e o s s 23.20 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020651.D

Aca On : 01 Jun 2019 15:32

Operator : HP/JU

Sample = K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .34 2.43 ng 479957 Perylene-d12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 90
5 1-Hexacosene 364 C26H52 018835-33-1 90
Abundance Scan 3630 (24.338 min): BM020651.D (-3626) (-) m/z 57.10 100.00%
a7 97

5000

:

125

207 24.00 24.20 24.40 24.60
l 154181 253 284

.I...",-...-J.-,‘.~..A.,'...'.,-.‘...,.:?2.7.3}5.7...,....,...., m/z 55.10 90.43%
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #121981: 1-Docosene

-

97

5000 LA L L L L L L L LB |
29 24.00 24.20 24.40 24.60
195 m/z 43.10 84 .88%
i | 153181 308
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
T T T

24.00 24.20 24.40 24.60

5000 83 m/z 97.10 84.13%
111
\ i 139167 196 224 267292 321 462 490
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester R e REEmEmEmm
57 24.00 24.20 24.40 24.60
83 m/z 69.10  79.54%
5000
111
29
LU [P 1es 210238 55
L o L e e e e e e e e  EmmEmE
m/z-> 0 50 100 150 200 250 300 350 400 450 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO60119\
Data File : BM020651.D

Acq On : 01 Jun 2019 15:32

Operator : HP/JU

Sample - K3084-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.06 30.8 ng 2689320 1 7.83 1747420 20.0
unknown? .36 7.36 121.2 ng 10585100 1 7.83 1747420 20.0
n-Hexadecanoic acid 18.11 8.7 ng 1798350 4 17.21 4124860 20.0
Octadecanoic acid 19.39 3.9 ng 831293 5 21.39 4259540 20.0
Heptafluorobutano... 21.10 10.4 ng 2212220 5 21.39 4259540 20.0
Heneicosane 21.99 2.1 ng 440548 5 21.39 4259540 20.0
Squalene 22.60 2.2 ng 426893 6 23.68 3943730 20.0
Eicosane 23.00 2.3 ng 450145 6 23.68 3943730 20.0
Pentadecane, 8-he... 23.59 2.4 ng 476298 6 23.68 3943730 20.0
1-Docosene 24_34 2.4 ng 479957 6 23.68 3943730 20.0
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