LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample : K3075-09

Misc :

ALS Vial : 8 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 3.064 8 13 30 rvB 2253738 2620431 18.96% 2.540%
2 5.410 405 412 426 rBV 5490311 8160536 59.06% 7.910%
3 6.993 671 681 696 rBY 5641893 9317311 67.43% 9.031%
4 7.363 736 744 754 rBVY 5773040 9175680 66.40% 8.894%
5 7.828 816 823 830 rBY 1087713 1711382 12.38% 1.659%
6 8.152 868 878 885 rBVY 3985137 6442058 46.62% 6.244%
7 8.993 1012 1021 1031 rBV 3413822 5580582 40.39% 5.409%
8 10.622 1289 1298 1307 rBV 1428855 2355661 17.05% 2.283%
9 11.640 1465 1471 1481 rVB 229701 401113 2.90% 0.389%
10 13.086 1710 1717 1726 rBVY 7438203 11000954 79.61% 10.663%

11 13.922 1853 1859 1868 rBV 889043 1249660 9.04% 1.211%
12 14.469 1941 1952 1959 rBV2 2012477 3134261 22.68% 3.038%
13 15.957 2198 2205 2222 rBV 6182369 9243226 66.89% 8.959%
14 17.210 2412 2418 2425 rBV2 2677693 3658667 26.48% 3.546%
15 18.110 2565 2571 2581 rBV 914447 1342987 9.72% 1.302%

16 19.386 2783 2788 2800 rBV 408454 631806 4.57% 0.612%
17 19.839 2858 2865 2870 rBV 11015837 13818433 100.00% 13.394%
18 21.104 3076 3080 3089 rBvV2 857260 1124110 8.13% 1.090%
19 21.386 3123 3128 3134 rBV 2965565 3616302 26.17% 3.505%
20 21.551 3152 3156 3161 rVB 271434 321649 2.33% 0.312%

21 21.992 3227 3231 3236 rBV 464394 604512 4._.37% 0.586%
22 22.468 3308 3312 3317 rBV 648544 817363 5.92% 0.792%
23 22.604 3331 3335 3340 rVB 252997 337774 2.44% 0.327%
24 22.992 3397 3401 3407 rBV 634620 899945 6.51% 0.872%
25 23.586 3496 3502 3509 rVB 572365 969447 7.02% 0.940%

26 23.680 3511 3518 3527 rVB 1809678 3473915 25.14% 3.367%
27 24.256 3611 3616 3623 rVB 385790 741617 5.37% 0.719%
28 25.039 3745 3749 3758 rVB2 194530 416638 3.02% 0.404%

Sum of corrected areas: 103168020
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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\

BM020650.D

01 Jun 2019 14:56

HP/JU

K3075-09

8 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

1e+07

8000000

6000000

4000000

B.06
2000000

TIC: BM020650.D

5.41 6.99 7.36

8.15

7.83

8.99

10.62

11.64

OFFr—
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850

9.00

9.50

AN
LI L B

10.00 10.50 11.00 11.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM020650.D

13.09

15.96

17.21
14.47

13.92

18.11

19.39

19.84

O
Time-->

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

1e+07

8000000

6000000

4000000

2000000

0

21.10

TIC: BM020650.D

21.39
23.68

23.49 24.26
/\J{ o 25,04

22,47 22.99
21.99 22437,
155 < EJ \

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

8270-BM053119.

M Mon Jun 03 06:57:45 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 30.62 ng 2620430 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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.058 min): BM020650.D (-8) (-) m/z 73.05 100.00%
7B
5000 43
55 87
3.10 3.20 3.30 3.40 3.50
e e e A 28 m/z 43.05  38.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 LA AN AL AR B
43 95 3.10 3.20 3.30 3.40 3.50
87 m/z 87.10 24 .90%
I'Mh'd"""dhl"'}?%'”l""l"”l'"'I"'W""
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73
3.10 3.20 3.30 3.40 3.50
5000 43 m/z 55.05 24 .73%
58
29 ‘ 8(
i A
m/z--> 20 Jo 60 80 100 120 140 160 180 200
Abundance #4342: Pentane, 3-methoxy-
73 3.10 3.20 3.30 3.40 3.50
m/z 41.10 12_.57%
5000 \/\\
45
\\ ‘\ % 101
m/z--> 20 4'0 ' ' 100 120 140 160 180 200 310 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 : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 2 unknown7.36 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.36 107.23 ng 9175680 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
Abundance Scan 743 (7.357 min): BM020650.D (-736) (-) m/z 132.00 100.00%
132
5000 68
96 R N L UL
40 54 7.00 7.20 7.40 7.60
g gy 207 /7 68.10  46.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 A T

7.00 7.20 7.40 7.60
m/z 134.00 31.97%

15 28 39 52 03 77 90 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 s e R
104 7.00 7.20 7.40 7.60
5000 m/z 66.10 29.79%
31 51 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine R B
132 7.00 7.20 7.40 7.60
m/z 69.10 19.15%
5000
33 44 o 105
...,...‘.,.‘.‘.5.6;‘..‘..3,0....,.“...,.. S /R WY & G
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 : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 Resorcinol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.64 3.41 ng 401113 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Resorcinol 110 C6H602 000108-46-3 97
2 1.3-Benzenediol. 4.4"-thiobis- 250 C12H1004S 000097-29-0 90
3 Hvdroauinone 110 C6H602 000123-31-9 80
4 3(2H)-Pvridazinone. 6-methvl- 110 C5H6N20 013327-27-0 53
5 1H-Imidazole-2-carboxaldehyde, 1... 110 C5H6N20 013750-81-7 52
Abundance Scan 1471 (11.640 min): BM020650.D (-1465) (-) m/z 110.00 100.00%
110
5000 /t
82
39 53 IIIIIIII|IIIIIIIIIII
| | || 95 11.40 11.60 11.80 12.00
S ' B e m/z 82.10 26.85%
m/iz--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #5614: Resorcinol
110
5000 RN S SULELLE S U
nmnmnmnm
39 53 m/z 81.10 25.85%
LR AN ||95
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #88048: 1,3-Benzenediol, 4,4'-thiobis-
110
"' 11140 1160 11.80 12.00
5000 m/z 53.10 20.17%
81
53
39 69
1 20| MM L] H 95 | 121133 147 165 182 218
miz--> 0 25 Jo eb éo 160 150 1&0 160 180 260 250
Abundance #5615: Hydroguinone A e A R
110 11.40 11.60 11.80 12.00
m/z 39.05 15.66%
5000
81
27 39 55
A - -
mz--> 0 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.11 7.34 ng 1342990 Phenanthrene-d10 17.21
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecane 156 Cl11H24 001120-21-4 11
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 2571 (18.110 min): BM020650.D (-2565) (-) m/z 73.05 100.00%
43 7B
5000 129 }L\‘
97 213 TIT] i rrr[rrrrprrrrprrorrr
157 185 256 ¢ 230 17.80 18.00 18.20 18.40
L m/z 43.10 87.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid
/B 73
5000 AR DR
ﬂmmmmmmm
2 213 m/z 60.10 81.70%
157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #65562: Tridecanoic acid
43 B
R RS s RER RS
17.80 18.00 18.20 18.40
5000 m/z 41.10 71.56%
ZT | ‘ 129 171 214
0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75071: Tetradecanoic acid
73 17.80 18.00 18.20 18.40
43 m/z 55.05 71.25%
5000 129
| 185 228
‘ i‘\ a5 <
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 : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.39 3.49 ng 631806 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2789 (19.392 min): BM020650.D (-2783) (-) m/z 43.10 100.00%
0% J#M
19.00 19,20 19.40 19.60 19.80
m/z 73.10 99.46%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/87
5000 129 NNDRUNN R SRR
19.00 19.20 19.40 19.60 19.80
97 185 o 204 m/z 55.10 76.66%
15 u .,1}?7;,[, 218, | .'%6?.\.,....,...
m/z--> 50 100 150 200 250 300 350
Abundance #75070: Tetradecanoic acid
3 73
19.00 19,20 19.40 19.60 19.80
m/ 57.10 76 .48Y%
5000 129 z 0
o7 185 -
18] 2 s
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R
43 19.00 19.20 19.40 19.60 19.80
m/z 60.00 76.23%
73
5000 284 j\kvw\m-
129
97
185
B I =3 S S N
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.10 6.22 ng 1124110 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 94
2 1-Hexadecene 224 C16H32 000629-73-2 94
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3079 (21.098 min): BM020650.D (-3076) (-) m/z 43.10 100.00%
83 ”
5000
111
RN NI BN B
139 20.80 21.00 21.20 21.40
J h y 107189208 252 280 357 ny; 57.10 97.87%
m/z--> 50 100 150 200 250 300 350
Abundance #89785: 5-Octadecene, (E)-
55
83
5000 RN IR BN
20.80 21.00 21.20 21.40
29 111 m/z 55.10 92 .45%
1l l 1139 168 195 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #72488: 1-Hexadecene
41
83 20.80 21.00 21.20 2140
5000 m/z 83.10 86.62%
111
a5 | | g | || 119 e 1o 226
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester e T
57 20.80 21.00 21.20 21.40
83 m/z 69.10 78.73%
5000
111
29
b .M J.i.lﬁg,.x.l‘?g.l.glfl.". AT I U SRS L UM
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40

8270-BM053119.M Mon Jun 03 06:57:48 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 8 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.99 3.34 ng 604512 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 3231 (21.992 min): BM020650.D (-3227) (-) m/z 57.10 100.00%

57
5000 85

21 60 21.80 22.00 22.20 22.40

113
| 1757, 141,169 197 295 253 281

o A R 297 225 23 201 825 355 401 Tm/z 71.10 70.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
7
5000 NI BN L L L L L

85 21.60 21.80 22.00 22.20 22.40
m/z 43.10 67 .83%

29
UL 18,141 169 197 205 253 281 309 337 365 394
L A e e o o B L o e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57

AR SRR
P 21,60 21.80 22.00 22.20 22.40
5000 m/z 85.10 51.25%
29 113
UL L Ly 7 24 169 197 225 253 296
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #136482: Tetracosane
57 21.60 21.80 22.00 22.20 22.40
m/z 41.10 24.86%
85
5000
35 | J | 1141 169 197 225 253 281 309 338
e R e BB e
m/z--> 50 100 150 200 250 300 350 400 2160 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 : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 9 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.47 4.52 ng 817363 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3312 (22.468 min): BM020650.D (-3308) (-) m/z 57.10 100.00%
57
5000 85
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
113 22.20 22.40 22.60 22.80
141
ol s LU utaee 207 230 281 a7 ser w15 ot S0T0G 70, 85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 85
22.20 22.40 22.60 22.80
29 m/z 43.10 66.60%
i | | | M2 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1%0 260 2%0 360 3éo 460
Abundance #115570: Heneicosane
57
o | 22.20 22.40 22.60 22.80
5000 m/z 85.10 49 .52%
29 113
L L {242,169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3éo 460
Abundance #142113: Heptadecane, 9-octyl-
57 22.20 22.40 22.60 22.80
m/z 55.10 24 .33%
5000 85

113
[77° 141 169 197 239 267 294 323 352

Ll

T T T T
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.99 5.18 ng 899945 Perylene-d12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3401 (22.992 min): BM020650.D (-3397) (-) m/z 57.10 100.00%
57
5000
? 2260 2280 2300 2320 2570
141 : : : : :
o ALl $4L 183 225 o3 apsase a5 S S R e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane

22 60 22. 80 23. OO 23 20 23. 40
m/z 43.10 65.31%

2 296
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
517

2260 22.80 23.00 23.20 23.40
5000 m/z 85.10 51.62%

5000

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 #107655: Eicosane e T
57 22.60 22.80 23.00 23.20 23.40
m/z 55.10 25.14%

5000
%
26/ ||| | 141 183 225 282

P R e e R B S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22 60 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.59 5.58 ng 969447 Perylene-di12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3503 (23.592 min): BM020650.D (-3496) (-) m/z 57.10 100.00%
5000 ]5
113 0 2340 2360 23 80 24.0
141 169 207 23.20 23.40 23.60 23.80 24.00
—_— , || P o 239 267 205 324 856 415 | sz 71.10  75.55%
m/z--> 5 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 AR UNAUNREL I
2320 23.40 23.60 23.80 24.00
m/z 43.10 62.78%
113
D ' el L T R
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
o 23.20 23.40 23.60 23.80 24.00
5000 m/z 85.10 51.44%
29 113
L L) {242,169 107 295 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane RERANEEE e
57 23.20 23.40 23.60 23.80 24.00
m/z 55.05 23.21%
5000 85
29
0| gL M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&'30 200 250 300 350 400 2320 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 : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 12 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .26 4.27 ng 741617 Perylene-d12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 87
Abundance Scan 3617 (24.262 min): BM020650.D (-3611) (-) m/z 57.10 100.00%
57 ﬂ
85
5000
A 1] [0 100 207 20 1 s aw | | 2600 2020 2040 2k
e o B e e S et m/z 71.10 73.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
24.00 24.20 24.40 24.60
m/z 43.10 64.87%
29 13 141
o L 169 197 225 253 262
m/z--> 55 160 150 200 250 360 3%0 460
Abundance #115570: Heneicosane
57
o | 24.00 24.20 24.40 24.60
5000 m/z 85.10 52.57%
29 113
UL L L7 241 169 197 205 253 206
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #107662: Nonadecane, 2-methyl- e e R EEan]
57 24.00 24.20 24.40 24.60
m/z 55.10 25.15%
5000
85
L, J113 141 169 197 239 2e7
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 350 4(')0 24.'00 24.'20 24.'40 24.|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020650.D

Aca On : 01 Jun 2019 14:56

Operator : HP/JU

Sample = K3075-09

Misc :

ALS Vial : 8 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 13 Nonadecane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.04 2.40 ng 416638 Perylene-d12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 86

Abundance Scan 3749 (25.039 min): BM020650.D (-3745) (-) m/z 57.10 100.00%

g7

-

5000 85
113 24.80 25.00 25.20 25.40
141 169193 235 281 325
....,.l.ui!.t:,a..‘sp....,..:.,..n.?5?..FW: m/z 71.10 75.78%
miz--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane

.

24.I80 25.IOO 25.I20 25.I4O
m/z 43.10 54.23%

5000

141 169 197 225 253

296

m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
s AL W
24.80 25.00 25.20 25.40
5000 g5 m/z 85.10 48_.11%
29
| ‘ | | 113141 169 197 225 253 281 309 337 365 394
e A A e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane T T R e
57 24.80 25.00 25.20 25.40
m/z 55.10 20.36%
- T /\MJ\W\'\/\'\N
29 113 141 160
[} L L 77,141 169 197 225 253 281 309 337 380
T T T T e e e e
m/z--> 50 100 150 200 250 300 350 400 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO60119\
Data File : BM020650.D

Acq On : 01 Jun 2019 14:56

Operator : HP/JU

Sample - K3075-09

Misc :

ALS Vial : 8 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 30.6 ng 2620430 1 7.83 1711380 20.0
unknown7 .36 7.36 107.2 ng 9175680 1 7.83 1711380 20.0
Resorcinol 11.64 3.4 ng 401113 2 10.62 2355660 20.0
n-Hexadecanoic acid 18.11 7.3 ng 1342990 4 17.21 3658670 20.0
Octadecanoic acid 19.39 3.5 ng 631806 5 21.39 3616300 20.0
5-Octadecene, (E)- 21.10 6.2 ng 1124110 5 21.39 3616300 20.0
Octacosane 21.99 3.3 ng 604512 5 21.39 3616300 20.0
Heneicosane 22 .47 4.5 ng 817363 5 21.39 3616300 20.0
Tetratetracontane 22.99 5.2 ng 899945 6 23.68 3473920 20.0
Heptadecane, 9-oc... 23.59 5.6 ng 969447 6 23.68 3473920 20.0
Eicosane 24 .26 4.3 ng 741617 6 23.68 3473920 20.0
Nonadecane, 2-met... 25.04 2.4 ng 416638 6 23.68 3473920 20.0
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