LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : K2697-03 MW-3-20190502

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-BM043019 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.369 399 405 412 rBVY 1325383 1886054 19.79% 3.856%
2 6.951 668 674 685 rBV 807656 1273367 13.36% 2.603%
3 7.316 729 736 748 rBVY 2220409 3624341 38.02% 7.410%
4 7.786 809 816 823 rBV 466406 745423 7.82% 1.524%
5 8.104 863 870 878 rBY 1893638 3047371 31.97% 6.230%
6 8.957 1007 1015 1025 rBVvV 1593753 2719662 28.53% 5.560%
7 10.580 1282 1291 1300 rBV 533985 917052 9.62% 1.875%
8 13.051 1704 1711 1719 rBV 3712019 5607436 58.83% 11.465%
9 14.286 1913 1921 1930 rBV2 43255 122306 1.28% 0.250%
10 14.433 1939 1946 1955 rVB2 777841 1199022 12.58% 2.451%

11 15.251 2079 2085 2092 rVB 2793449 3599373 37.76% 7.359%
12 15.921 2193 2199 2206 rBV 3127799 4616171 48.43% 9.438%
13 17.180 2406 2413 2425 rBV 1015861 1505350 15.79% 3.078%
14 18.056 2557 2562 2572 rBV 397415 596861 6.26% 1.220%
15 18.850 2693 2697 2702 rVB2 84168 101241 1.06% 0.207%

16 19.339 2776 2780 2789 rBV 255135 381065 4._00% 0.779%
17 19.803 2853 2859 2871 rBV 7839716 9531508 100.00% 19.487%
18 21.056 3070 3072 3078 rvB2 117715 134599 1.41% 0.275%
19 21.362 3120 3124 3131 rBV 1389351 1760913 18.47% 3.600%
20 21.497 3144 3147 3150 rBV2 192116 197606 2.07% 0.404%

21 21.938 3218 3222 3227 rVB 328580 402493 4.22% 0.823%
22 22.403 3298 3301 3308 rVB 508849 685071 7.19% 1.401%
23 22.921 3386 3389 3397 rVB 561785 826811 8.67% 1.690%
24 23.503 3484 3488 3494 rVB 533700 853570 8.96% 1.745%
25 23.650 3508 3513 3521 rVB 991313 1880795 19.73% 3.845%

26 24.168 3598 3601 3611 rVB2 400220 695518 7.30% 1.422%

Sum of corrected areas: 48910979
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

ﬁ?gg le K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM020175.D

7000000
6000000
5000000
4000000:

3000000

732 8.10
2000000 -
537 8.96

6.95
1000000 779 10.58

B I i e e o o L T o S S| ALV UPIMEEUAPUMRS | SRR W

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020175.D

19.80
7000000

6000000
5000000

4000000: 13.05

15.92
3000000 15.25

2000000

1000000 14.43 17.18

18.06
" 2& 1885 19.34

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020175.D

7000000
6000000
5000000
4000000:
3000000
2000000 21.36 23.65

1000000 150 2194 N N
21.06
__,_,,—A

e

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\HPCHEM1\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

3?22 le K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.32 Concentration Rank 1

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

7.32 97.24 ng 3624340 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 2-Cyclohexen-1-one 96 C6HB80 000930-68-7 11

Abundance Scan 737 (7.322 min): BM020175.D (-729) (-) m/z 132.00 100.00%
68
5000
40 % 7.00 7.20 7.40 7.60
54 . . . .
& 115 207 m/z 68.10 53.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R A I IR
7.00 7.20 7.40 7.60
70 m/z 66.10 35.67%
() [ 86 i 116
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
AT
7.00 7.20 7.40 7.60
5000 m/z 134.00 31.95%

63 90 104
15 2839 52 ) 77 90 116 ||

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine T e A
132 7.00 7.20 7.40 7.60
m/z 69.10 24 _.29%
5000
‘A 105 ‘
...,...‘.,.‘.‘.5.6;‘..‘..3,0....‘,.“...,.. N /A G A U —
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\HPCHEM1\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

3?22 le K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
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 1,6-Anhydro-._beta.-D-glucop... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.29 2.04 ng 122306 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 64
2 Heptanoic acid 130 C7H1402 000111-14-8 59
3 Pentanoic acid 102 C5H1002 000109-52-4 53
4 Butanoic acid 88 C4H802 000107-92-6 42
5 Hexanoic acid 116 C6H1202 000142-62-1 42

Abundance Scan 1922 (14.292 min): BM020175.D (-1913) (-) m/z 59.95 100.00%
6o
5000 anMWJN/NJNM/\\\AMWWNVVN~¢
43 3 e e
M‘“&L g5 98 07 14.00 14.20 14.40 14.60
R e e B o m/z 57.00 38.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 L I UL I B
73 14.00 14.20 14.40 14.60
29 m/z 73.00 31.06%
43
15 gs %
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12979: Heptanoic acid
60
14,00 14.20 14.40 14.60
5000 73 m/z 43.00 23.23%
o7 41
87
H ‘ Ll | 201113 130
m/z--> 20 ' 60 éo 160 120 140 160 180 200
Abundance #4159: Pentanoic acid L e e R B
60 14.00 14.20 14.40 14.60
m/z 70.05 18.36%
5000 73
a7 4
O 2
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

3?22 le K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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.
18.06 7.93 ng 596861 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2563 (18.062 min): BM020175.D (-2557) (-) m/z 73.00 100.00%
7B
43
5000 ° ~q~_~_-,w*_,jtu¢~,~,,mﬁ,~w
129
7 185 3 HURE RN NN SUNRN B
01115 | 143157171899 | 227 286 17.80 18.00 18.20 18.40
S| m/z 60.00 70.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
48
60
5000 LN SR BN SULRLN BSUL
ﬂmmmmmmm
83 120 m/z 43.05 55.06%
\ JJ |M %1 1157 1431571711851992132272422?6

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

SN

w
@]

|

~

()

17.80 18.00 18.20 18.40
m/z 55.00 53.35%

5000

m/z--> 20 4I0 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid e T e
73 17.80 18.00 18.20 18.40

m/z 57.10 50.94%

%

5000 129

185 228
115

SN
w
)]
%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50719\
Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

Sample : K2697-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 9

R.T. EstConc Area Relative to ISTD R.T.
19.34 4.33 ng 381065 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 41
5 Eicosane 282 C20H42 000112-95-8 25

Abundance Scan 2780 (19.339 min): BM020175.D (-2776) (-) m/z 73.00 100.00%
19.00 19.20 19.40 19.60
m/z 60.00 69.02%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
43 73
5000 NSNS AR
129 o84 19.00 19.20 19.40 19.60
97 m/z 55.05 59.18%
185 241
b \ 157, | 218 | jo67
m/z--> 50 160 150 260 2éo 300 3éo
Abundance #83683: Pentadecanoic acid
48 73
19,00 19.20 19.40 19.60
5000 m/z 43.05 57 .63%
129 242
LS | s
A LJIMII‘I\“JI.hIl .”L.‘. .‘1,5“.1.‘.‘. { |2|2§|\ e
m/z--> 50 100 150 200 250 300 350
Abundance #92226: n-Hexadecanoic acid B B
48 73 19.00 19.20 19.40 19.60
m/z 57.05 57 .60%
5000
129
97 213 256
,24 LJI‘,,.,‘,HJ,J.IL n \ e e S S D tidnecind
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

3?22 le K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Pentadecane, 8-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.50 2.24 ng 197606 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Hexadecane. 1-iodo- 352 C16H33l1 000544-77-4 86
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 81
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 3147 (21.497 min): BM020175.D (-3144) (-) m/z 71.10 100.00%
1
43
5000
% 127 207 21.20 21.40 21.60 21.80
155 241267 : : : :
ot A d .UL.J Ly patB, WS 300 340 883 417445 Tmyz 57.10 90.43%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000 L B UL UL B
21120 2140 21.60 21.80
m/z 85.05 61.45%
99 196
D0 W N T
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance #141775: Hexadecane, 1-iodo-
57
o 21.20 21.40 21.60 21.80
5000 m/z 43.05 55.65%
113 155 225
20 LU 15° 198780 s 0m JM
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #115575: Eicosane, 10-methyl- A Emma s e
57 21.20 21.40 21.60 21.80
m/z 55.10 24 _45Y%
- T m}\vuﬁwﬂwwwwj\WVV#MVMWww}\v
“‘ | 11}3| 1‘?4.183 211239 281
m'z-> 0 50 100 150 200 250 300 350 400 450 21120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50719\
Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

Sample : K2697-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.94 4_.57 ng 402493 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
Abundance Scan 3222 (21.938 min): BM020175.D (-3218) (-) m/z 57.10 100.00%
g7
85
5000
181 207 2 1 o sk are || 2000 2080 2200 2250 |
d b, 83 1 24T S 82T 371 407432 ATS | Tnyz 71.10  94.02%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #55010: Tetradecane

:

21!60 21.I8O 22.IOO 22!20
m/z 85.10  65.60%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82608: Heptadecane

:

21.60 21.80 22.00 22.20

5000 m/z 43.05 57.27%

29

141 169 197 240

:

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #136331: 2-Thiopheneacetic acid, 4-tetradecyl ester IR B e
57 97 21.60 21.80 22.00 22.20
m/z 55.05 28.44%
- \/\MM/_JLV\M\’A
29
142 196 338
L o | 1 ]
et  REE B
m/z--> 0 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

3?22 le K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.40 7.78 ng 685071 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3300 (22.397 min): BM020175.D (-3298) (-) m/z 57.10 100.00%
57
85
5000
LRI IR BN SUNIA
22.00 22.20 22.40 22.60 22.80
155183
Ob b A AL 20030, (229 282311 895382 430 476 534 sz 71.10 89.02%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #160628: Triacontane
57
5000 85 AU DA
nmnmnmnmnm
m/z 85.10 61.89%
113141
29 {174 }@9;97225253281309337365393422
miz--> 0 55 160 1éo 200 250 300 350 400 4%0 560 !
Abundance #115570: Heneicosane
22.00 22.20 22.40 22.60 22.80
5000 m/z 43.10 59.67%

141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500

F

Abundance #99487: Octadecane, 2-methyl- T
57 22.00 22.20 22.40 22.60 22.80
m/z 55.05 25.32%
- T JLVNM/A/VWW
29
| J1}314116919722 253

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

3?22 le K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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, 11-(1-ethylpro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.92 8.79 ng 826811 Perylene-d12 23.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Octadecane, 5-methyl- 268 C19H40 025117-35-5 80
Abundance Scan 3389 (22.921 min): BM020175.D (-3386) (-) m/z 57.10 100.00%
g7
85
5000
113 2260 22.80 23.00 23.20
141169 . . . .
Obrr bl d h L L 0297225 271 309337 385413 447 504536 | rzz 71 .10 98.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 AU AUNARAR
22.60 22.80 23.00 23.20
m/z 85.10 69.21%
99
nilfz}§5183 225253 295 337
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
7
22.60 22.80 23.00 23.20
5000 m/z 43.10 58.66%
85
29 [113141169197205253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107657: Hexadecane, 5-butyl- e  EaRmEamSTT
43 22.60 22.80 23.00 23.20
71 m/z 55.05 29.21%
- Wwwﬁvww\-
126 225
99 | 155183 | 253280
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

3?22 le K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.50 9.08 ng 853570 Perylene-d12 23.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Heptacosane 380 C27H56 000593-49-7 83
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 81
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
Abundance Scan 3487 (23.497 min): BM020175.D (-3484) (-) m/z 57.10 100.00%
57 ﬂ
5000
% | 23.20 23.40 23.60 23.80
141 183 : : : :
_— L iy 224261 304 856 417452 504537 “mjz 71.10 98.33%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107655: Eicosane
57
5000 LRI BN BRI BN B
Bmmmmmmm
99 m/z 85.10 66.53%
o || 141 183 205 282
m/z--> 6 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #172957: Tetratetracontane
57
| 23.20 23.40 23.60 23.80
5000 m/z 43.10 55.73%

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

HH

Abundance #151556: Heptacosane T
57 23.20 23.40 23.60 23.80
m/z 55.10 25.83%
- WM«‘J\\»W
99
26| | i 141 183 225 267 323 380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23 20 23. 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50719\

Data File : BM020175.D

Aca On : 07 May 2019 21:17

Operator : JU/SJ

3?22 le K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Dodecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .17 7.40 ng 695518 Perylene-d12 23.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
2 Heneicosane 296 C21H44 000629-94-7 74
3 Hexadecane 226 C16H34 000544-76-3 72
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 3601 (24.168 min): BM020175.D (-3598) (-) m/z 57.10 100.00%

57
85
5000

13
141169 207 130267205 387 432 23.80 24.00 24.20 24.40
e b A D 1 230501200321 360307 02 470498526 | Tm/z  71.10  92.94%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45563: Dodecane, 2-methyl-

-

5000

23.80 24.00 24.20 24.40
m/z 85.10 68.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane

R

P 23.80 24.00 24.20 24.40
5000 m/z 43.10 58.60%

141169197225253 296
miz—-> 0 50 100 150 200 250 300 350 400 450 500

Hr

Abundance #73965: Hexadecane R BE T
7 23.80 24.00 24.20 24.40
m/z 83.10 26.89%
- W
29
| J 113141169197 226
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. 80 24. OO 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO50719\

Data File : BM020175.D

Acq On : 07 May 2019 21:17

Operator : JU/SJ

3?22'6 i K2697-03 MW-3-20190502
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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]
unknown? .32 7.32 97.2 ng 3624340 1 7.79 745423 20.0
1,6-Anhydro-._beta... 14.29 2.0 ng 122306 3 14.43 1199020 20.0
n-Hexadecanoic acid 18.06 7.9 ng 596861 4 17.18 1505350 20.0
Octadecanoic acid 19.34 4.3 ng 381065 5 21.36 1760910 20.0
Pentadecane, 8-he... 21.50 2.2 ng 197606 5 21.36 1760910 20.0
Tetradecane 21.94 4.6 ng 402493 5 21.36 1760910 20.0
Triacontane 22.40 7.8 ng 685071 5 21.36 1760910 20.0
Heneicosane, 11-(... 22.92 8.8 ng 826811 6 23.65 1880800 20.0
Eicosane 23.50 9.1 ng 853570 6 23.65 1880800 20.0
Dodecane, 2-methyl- 24 .17 7.4 ng 695518 6 23.65 1880800 20.0
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