LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 3.063 8 13 28 rVB 2146747 2572064 18.64% 2.203%
2 4.963 329 336 344 rBV2 169773 269994 1.96% 0.231%
3 5.416 406 413 425 rBVY 6403389 9126788 66.13% 7.818%
4 6.998 673 682 692 rBY 6151636 10357775 75.05% 8.873%
5 7.363 736 744 754 rBV 6571145 10237576 74.18% 8.770%
6 7.828 816 823 830 rBY 1151133 1841720 13.34% 1.578%
7 8.151 870 878 886 rBY 4590560 7475190 54.16% 6.404%
8 8.992 1012 1021 1033 rBvV 3848382 6275203 45.47% 5.376%
9 10.622 1290 1298 1306 rBV 1476882 2470380 17 .90% 2.116%
10 13.086 1710 1717 1724 rBV 8326566 12314329 89.22% 10.549%

11 13.922 1853 1859 1867 rVB 1153039 1602083 11.61% 1.372%
12 14.469 1945 1952 1960 rBV2 2004684 3025532 21.92% 2.592%
13 15.957 2198 2205 2222 rBV 6106234 9024645 65.39% 7.731%
14 17.210 2412 2418 2426 rVB2 2364481 3283548 23.79% 2.813%
15 18.110 2565 2571 2582 rBV 1123462 1616852 11.71% 1.385%

16 19.386 2783 2788 2799 rBV 570307 852143 6.17% 0.730%
17 19.839 2858 2865 2870 rBVY 10997343 13801761 100.00% 11.823%
18 21.103 3075 3080 3091 rBV 1196556 1582485 11.47% 1.356%
19 21.386 3122 3128 3135 rBV 2584283 3258088 23.61% 2.791%
20 21.545 3151 3155 3160 rBV 653858 723097 5.24% 0.619%

21 21.992 3227 3231 3245 rBV 1164157 1474344 10.68% 1.263%
22 22.468 3307 3312 3317 rBV 1617937 2075791 15.04% 1.778%
23 22.992 3396 3401 3407 rBV 1661543 2388035 17.30% 2.046%
24 23.586 3495 3502 3509 rBV 1387891 2408352 17.45% 2.063%
25 23.680 3511 3518 3528 rVB2 1766774 3395083 24.60% 2.908%

26 24.256 3610 3616 3623 rVB 1021214 1865982 13.52% 1.598%
27 24.339 3626 3630 3641 rVB4 178515 366964 2.66% 0.314%
28 25.038 3743 3749 3757 rVB2 479441 1048382 7.60% 0.898%

Sum of corrected areas: 116734186
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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

Abundance TIC: BM020647.D

1e+07

8000000

7.36
5.42 7.00
6000000

8.15
4000000 8.99

20000003'06
283 10.62

4.96
it e e e e e e e

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: BM020647.D

19.84
1e+07

13.09
8000000

15.96
6000000

4000000

14.47 1721

13.92 18.11

2000000
19.39

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: BM020647.D

1e+07
8000000
6000000

4000000
21.39

2247 22.99 68
2000000 2110 e 21.99 2558 04,26
: 2}]&34 25/.\04

e N ——

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 : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 27.93 ng 2572060 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 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.058 min): BM020647.D (-8) (-) m/z 73.10 100.00%
73
5000 43 /k
55 87 e —
3.10 3.20 3.30 3.40 3.50
Ol L1 50 | g0 67 |l 78 | 9% 105 | "m/z 43.10 38.18%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
7B
5000 AR A AR R
43 3.10 3.20 3.30 3.40 3.50
55 87 m/z 87.10 25.49%
" | 35 |‘ 50 | 67 |
mz> % % 40 % 6 70 80 90 100 10
Abundance #2022: 1,3-Dioxolane, 2-methyl-
7B
3.10 3.20 3.30 3.40 3.50
5000 43 m/z 55.10 25.26%
58
29 8(
[
mz> 20 30 40 %0 60 70 8 90 100 10
Abundance #4342: Pentane, 3-methoxy-
7B 3.10 3.20 3.30 3.40 3.50
m/z 41.10 12.27%
5000 \\/\\
45
39| 505 67 |, 101
m/z--> 20 30 ' 50 60 % 80 9 100 110 310 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 : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.96 2.93 ng 269994 1,4-Dichlorobenzene-d4 7.83
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetone 58 C3H60 000067-64-1 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 335 (4.957 min): BM020647.D (-329) (-) m/z 43.10 100.00%
43
5000 59
L 7|3 o 1‘|’1 . 460 480 500 520
et m/z 59.10 44 _91%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R I B
59 460 480 500 520
m/z 101.10 15.86%
15 4 101
83
wl b L L
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
- 460 480 500 520
5000 m/z 58.10 15.31%
29 101
o ) 7385
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #205: Acetone R T T T
43 460 4.80 5.00 5.20
m/z 73.10 14.76%
5000
15
58
27
'%'J'ww“'w“"|'“'|'“'|"“|"“|"'w"'w""w"' G L R LA
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 3 unknown7.36 Concentration Rank 1

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

7.36 111.17 ng 10237600 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 743 (7.357 min): BM020647.D (-736) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 e 7.00 7.20 7.40 7.60
54 104 . . .
..,....,....,...:,“.'.‘.‘?," .61"|....,..5.‘.7,....,....,.1.1.5.,....,~'...,.. m/z 68.10 46.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N RS RS LA
7.00 7.20 7.40 7.60
0
314 5 78 m/z 134.00 32.41%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-

132

7.00 7.20 7.40 7.60
5000 m/z 66.10 30.61%

63
15 28 39 %2 4 7 90 1M g6 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine A ey

132 7.00 7.20 7.40 7.60
m/z 69.10 19.60%

5000
33 44 o g7 105
78

RAEa B R ARASRa s B E e o e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 8
R.T. EstConc Area Relative to ISTD R.T.

18.11 9.85 ng 1616850 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 70
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30
5 Tridecane 184 C13H28 000629-50-5 11

Abundance Scan 2571 (18.110 min): BM020647.D (-2565) (-) m/z 73.10 100.00%

5000

—

213 e e  EERERERERE
17.80 18.00 18.20 18.40

m/z 43.05 88.61%

157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid
43 3

%

17.80 18.00 18.20 18.40
m/z 60.10 82.95%

5000

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
s
43 T
17.80 18.00 18.20 18.40
5000 129 m/z 41.10 72.00%
185 228
il |
Tl | o | o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65562: Tridecanoic acid T T T T
43 3 17.80 18.00 18.20 18.40
m/z 57.10 67.88%
5000
ZT ‘ 29
...ﬂ..:..z..J......W.J...%§?..L...%?Z...................P...p..., T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 80 18. OO 18. 20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 12
R.T. EstConc Area Relative to ISTD R.T.
19.39 5.23 ng 852143 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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
Abundance Scan 2789 (19.392 min): BM020647.D (-2783) (-) m/z 73.10 100.00%
43 7
5000 129 AEFAL\m--—M~AM
97 185 241
UV
157 l 213 284 19.00 19.20 19.40 19.60 19.80
bl A S L L m/z 43.10  93.66%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/87
5000 129 NSRRI SR SR
19.00 19.20 19.40 19.60 19.80
9 185 oay 284 m/z 60.05  79.40%
15 a2y |23 | .'%6?.\.,....,...
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
ile]
73 19.00 19,20 1940 19.60 19.80
5000 284 m/z 57.10 77.98%
129
97
185
.y M. b 257 P e | e
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid e e
43 73 19.00 19.20 19.40 19.60 19.80
m/z 55.10 75.06%
5000 129
97 199 242
157
I‘HIIIILMII ||{||}1§¢|Illll — i o
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 : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 9
R.T. EstConc Area Relative to ISTD R.T.
21.10 9.71 ng 1582490 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 Cvclotetradecane 196 C14H28 000295-17-0 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3079 (21.098 min): BM020647.D (-3075) (-) m/z 57.10 100.00%

5|7 33
97
5000

125
50080 21,00 2120 2140
139154168182 203 223 252267283 n/z 43.10 96 520

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89785: 5-Octadecene, (E)-
56
69 83

5000
20180 21,00 2120 21140
29 m/z 55.05 87.72%

125140154168 195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53621: Cyclotetradecane
55

69 g3 mmmmmmmm
5000 m/z 83.10 83.56%

111
125140154168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester

57 20.80 21.00 21.20 21.40
m/z 69.10 78.43%

83
5000
4
125
2 1 140154168 195210 238 -

_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.54 4_.44 ng 723097 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3154 (21.539 min): BM020647.D (-3151) (-) m/z 57.10 100.00%
g7
5000 85
113 141 21.20 21.40 21.60 21.80
I B e R LR R R TS -1 By B TR T
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
. A
5000 LA AR AR
21.20 21.40 21.60 21.80
m/z 43.10 64 .98%
29 113
P L) 777,141 169 107 225 253 296
m/z--> éo 160 150 200 2éo 300 3%0
Abundance #123100: Pentadecane, 8-heptyl-
57
21.20 21.40 21.60 21.80
5000 85 m/z 85.05 50.62%
29 113 210
- ,“. LA e T 289 266 309
m/z--> 50 100 150 200 250 300 350 _J\_
Abundance #147095: Eicosane, 7-hexyl- B EEE S e e R
57 21.20 21.40 21.60 21.80
m/z 41.10 28.67%
5000 85
39 | | J‘L\1}3 (141 182 511 p5p 281 308 337
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 21.'20 21.'40 21.|60 21.|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 Heptadecane, 9-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.99 9.05 ng 1474340 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3231 (21.992 min): BM020647.D (-3227) (-) m/z 57.10 100.00%
57
85
5000 J\
113 21.60 21.80 22.00 22.20 22.40
141
ol A LA | Y 169 197010230 281 809 ssrasT it 0 7. A7
m/z--> 50 100 150 200 250 300 350
Abundance #130022: Heptadecane, 9-hexyl-
43
71 _A
5000 NI SRR SR B
21.60 21.80 22.00 22.20 22.40
’99 210 m/z 43.10 67.69%
| ,,127 155 182 | 239 267 206 323
m/z--> 50 100 1%0 200 250 300 350
Abundance #99477: Nonadecane
57
21,60 21.80 22.00 22.20 22.40
5000 85 m/z 85.10 52.79%
29
I I Ll 1}3 (141169 197 225 268
m/z--> 50 100 1%0 200 250 300 350 _A
Abundance #115570: Heneicosane REREREEEE S e
57 21.60 21.80 22.00 22.20 22.40
m/z 41.10 25.55%
85
5000
29 113
Lady i .\ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 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 : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.47 12.74 ng 2075790 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 3312 (22.468 min): BM020647.D (-3307) (-) m/z 57.10 100.00%
57
5000 85
113 147 | 22.20 22.40 22.60 22.80
ol b b L 160 107 225 253 p05 33 31 429 "0 G 70, 90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000 L AL BULRILR I A
22.20 22.40 22.60 22.80
196 m/z 43.10 64 .85%
AT | s omaoe0
m/z--> 50 100 150 200 250 300 350 400
Abundance #115575: Eicosane, 10-methyl-
57
2220 22.40 22.60 22.80
5000 85 m/z 85.05 50.42%
\ I ¥ ﬂ1}3‘ 1?4h183 211 239 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane R AR EEE RS e ]
57 22.20 22.40 22.60 22.80
m/z 41.10 23.20%
85
5000
29 113
L1 241 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 2220 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 : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 Eicosane, 10-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.99 14.07 ng 2388040 Perylene-di12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3401 (22.992 min): BM020647.D (-3396) (-) m/z 57.10 100.00%
57
85
5000
113 22.60 22.80 23.00 23.20 23.40
141
oL LI T 180 107 225 252 21 spsdmsass | L1071, 43%
m/z--> 50 100 150 200 250 300 350
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000 UL B
22,60 22.80 23.00 23.20 23.40
‘ m/z 43.10 64 .02%
99 196
b bR s ) 205 o0 2s0
m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl-
57
22.60 22.80 23.00 23.20 23.40
5000 85 m/z 85.10 52.23%
39 “J‘ | k{1%3;31 1? ,183 211 239 281
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane — TR
57 22.60 22.80 23.00 23.20 23.40
m/z 55.10 24 .13%
85
5000
29 113
2Ll Ly "ML 160 197 225 253 2%
m/z--> 50 100 150 200 250 300 350 2260 22.80 23.00 2320 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 Tricosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.59 14.19 ng 2408350 Perylene-di12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Tricosane 324 C23H48 000638-67-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3503 (23.592 min): BM020647.D (-3495) (-) m/z 57.10 100.00%
57
5000
141 169 23 20 23. 40 23. 60 23 80 24. 00
o3 ,.l 1| Lo 20 197 225 266 295 328 351 401 | sz 71,10 73.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115575: Eicosane, 10-methyl-
57
5000 85 BRI
Bmmmmmmmmm
m/z 43.05 61.81%
3g [ 4 J L 133 |4.183 211 239 281
m/z--> 56 100 150 200 250 360 3%0 460
Abundance #115577: Pentadecane, 8-hexyl-
ile]
NN BN N
71 23.20 23.40 23.60 23.80 24.00
5000 m/z 85.10 52.07%
l 196
B N Y S
m/z--> 50 100 150 200 250 300 350 400
Abundance #130016: Tricosane REREEEEE SRR
57 23.20 23.40 23.60 23.80 24.00
m/z 55.10 23.90%
5000 85
113 324
141
B e R 2 N [ RO | B
m/z--> 50 100 150 200 250 300 350 400 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 : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.26 10.99 ng 1865980 Perylene-di12 23.68
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 Heptacosane 380 C27H56 000593-49-7 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 3617 (24.262 min): BM020647.D (-3610) (-) m/z 57.10 100.00%
57
85
5000
113 24.00 24.20 24.40 24.60
141 169
ol iy “ L a2 197,225 258 295 323343365 m/z 71.10 74.95%
m/z--> 50 1 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 AU
24.00 24.20 24.40 24.60
29 m/z 43.10 61.47%
0 | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #115570: Heneicosane
57
85 24.00 24.20 24.40 24.60
5000 m/z 85.10 54 _.60%
29 113
UL 7,241 169 197 205 253 296
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance #142113: Heptadecane, 9-octyl- T T
57 24.00 24.20 24.40 24.60
m/z 55.10 22.97%
5000 85
113
_a LT e o7 P 67 204 323 352
m/z--> 50 100 150 200 250 300 350 24. oo 24 20 24 40 24. 60
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO60119\
BM020647 .D

01 Jun 2019 13:08

HP/JuU

K3072-02

5 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L
LSCINT.P

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

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 1-Tetracosanol

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
24 .34 2.16 ng 366964 Perylene-d12 23.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 72
2 1-Docosene 308 C22H44 001599-67-3 70
3 Cvclopentadecane 210 C15H30 000295-48-7 64
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 62

5 1-Eicosanol

298 C20H420

000629-96-9 58

Abundance Scan 3630 (24.339 min): BM020647.D (-3626) (-) m/z 57.10 100.00%
57
5000
208 02 s a3 a0l 420 475 24.00 24.20 24.40 24.60
el m/z 83.10 94 .94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142901: 1-Tetracosanol
43
5000 LA L L L L L L LB L |
24.00 24.20 24.40 24.60
0
18 111 m/z 43.10 88.73%
i i\ | 140168196 238266 308 336
iy ..w....,”..,........ T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
97 24.00 24.20 24.40 24.60
5000 m/z 97.10 85.64%
29
125
A il 193181 308
e 77—
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #63051: Cyclopentadecane R B e M Ea
56 24.00 24.20 24.40 24.60
83 m/z 55.10 80.22%
5000
29 111
11 ‘1139 182210
T T T T e e AL m i e
m/z--> 0 50 100 150 200 250 300 350 400 450 24 00 24.20 24.40 24.60

8270-BM053119.M Mon Jun 03 06:56:40 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020647.D

Aca On : 01 Jun 2019 13:08

Operator : HP/JU

Sample = K3072-02

Misc :

ALS Vial : 5 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 15 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

25.04 6.18 ng 1048380 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 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3749 (25.038 min): BM020647.D (-3743) (-) m/z 57.10 100.00%

5000 /

2480 25100 2520 25,40
141183 239 295 341 401 77 71.10 72 20%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane

5000
24180 25,00 25.20 2540
m/z 43.10 61.82%

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

24.80 25 00 25. 20 25.40

5000 m/z 85.10 51.61%
97
26 ] | 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167081: Tetracosane, 11-decyl-
57 24 80 25.00 25.20 25.40

m/z 55.10 22 .19%

5000
99
| | 141 183 225 295 337 378 420

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 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 : BM020647.D

Acq On : 01 Jun 2019 13:08

Operator : HP/JU

Sample - K3072-02

Misc :

ALS Vial : 5 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 27.9 ng 2572060 1 7.83 1841720 20.0
2-Pentanone, 4-hy... 4_.96 2.9 ng 269994 1 7.83 1841720 20.0
unknown7 .36 7.36 111.2 ng 10237600 1 7.83 1841720 20.0
n-Hexadecanoic acid 18.11 9.8 ng 1616850 4 17.21 3283550 20.0
Octadecanoic acid 19.39 5.2 ng 852143 5 21.39 3258090 20.0
5-Octadecene, (E)- 21.10 9.7 ng 1582490 5 21.39 3258090 20.0
Heneicosane 21.54 4.4 ng 723097 5 21.39 3258090 20.0
Heptadecane, 9-he... 21.99 9.1 ng 1474340 5 21.39 3258090 20.0
Pentadecane, 8-he... 22.47 12.7 ng 2075790 5 21.39 3258090 20.0
Eicosane, 10-methyl- 22.99 14.1 ng 2388040 6 23.68 3395080 20.0
Tricosane 23.59 14.2 ng 2408350 6 23.68 3395080 20.0
Octacosane 24 .26 11.0 ng 1865980 6 23.68 3395080 20.0
1-Tetracosanol 24 _34 2.2 ng 366964 6 23.68 3395080 20.0
Tetratetracontane 25.04 6.2 ng 1048380 6 23.68 3395080 20.0
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