LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031519\

Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

a?ggle : K1909-05 MH-CO5(SETTLE-WATER
ALS Vial : 16 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 G\METHODS\8270-BG030419.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 3.197 13 18 27 rBv 236314 461692 14.96% 2.713%
2 3.274 27 31 42 rVB 417701 594126 19.25% 3.491%
3 5.230 360 364 372 rVB 22057 34980 1.13% 0.206%
4 5.688 435 442 452 rBV 228462 374767 12.15% 2.202%
5 7.292 708 715 725 rBV 147744 267336 8.66% 1.571%
6 7.673 770 780 787 rBV 473582 800495 25.94% 4_.703%
7 8.149 855 861 869 rVB 165758 286917 9.30% 1.686%
8 8.472 907 916 925 rBV 648159 1139017 36.91% 6.692%
9 9.324 1053 1061 1070 rBV 571233 1026324 33.26% 6.030%
10 10.969 1333 1341 1350 rBvV 231238 412130 13.36% 2.421%
11 13.395 1744 1754 1762 rBV 1571353 2463036 79.82% 14.471%
12 14.218 1886 1894 1901 rBvV2 23129 42586 1.38% 0.250%
13 14.676 1967 1972 1980 rBvV 22956 33651 1.09% 0.198%

14 14.776 1980 1989 1998 rVvB2 378995 617530 20.01% 3.628%
15 16.262 2235 2242 2250 rBV 800582 1256652 40.73% 7.383%

16 16.802 2327 2334 2339 rBV2 33061 45486 1.47% 0.267%
17 17.519 2448 2456 2463 rBV 507775 850859 27.57% 4_.999%
18 18.077 2545 2551 2562 rBV 173358 322637 10.46% 1.896%
19 18.265 2577 2583 2595 rBv4 38452 88607 2.87% 0.521%
20 18.365 2595 2600 2610 rVv2 67074 102526 3.32% 0.602%

21 19.628 2811 2815 2820 rBv4 34118 51540 1.67% 0.303%
22 20.110 2891 2897 2905 rVB 2376085 3085651 100.00% 18.129%
23 21.396 3111 3116 3127 rBV3 53699 121040 3.92% 0.711%
24 21.649 3154 3159 3163 rBV 41807 54830 1.78% 0.322%
25 21.807 3177 3186 3195 rBV 501902 890551 28.86% 5.232%

26 21.948 3205 3210 3216 rBV2 25543 46377 1.50% 0.272%
27 22.571 3311 3316 3323 rBV2 40879 76275 2.47% 0.448%
28 22.665 3329 3332 3339 rVB5 21463 35595 1.15% 0.209%
29 23.288 3432 3438 3446 rVB 54494 102154 3.31% 0.600%
30 23.493 3465 3473 3480 rBV7 13845 33149 1.07% 0.195%

31 24.116 3571 3579 3589 rVB 62439 143596 4._.65% 0.844%
32 25.109 3740 3748 3750 rBV2 54386 126616 4._.10% 0.744%
33 25.167 3750 3758 3771 rVB 280492 849789 27 .54% 4.993%
34 26.284 3939 3948 3958 rVB7 38958 114412 3.71% 0.672%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample : K1909-05

Misc :

ALS Vial : 16 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 - 0 Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 27.699 4181 4189 4200 rVBS8 20335 67271 2.18% 0.395%

Sum of corrected areas: 17020200
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG039951.D
2000000
1500000
1000000
8.47 0.32
500000{ 3.27 7.67
.20
5.69 729 815 10.97
0 5.23 A \ A
T T T T T e e e e e e e
Time--> 350 4.00 450 5.00 5.50 600 650 7.00 7.50 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039951.D
20.11
2000000
13.40
1500000
1000000
16.26
17.52 21.81
500000 14.78
18'05 36 21.40
14.22 14.68 16.80 181 19.63 AL.6p1.95 2256«
Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG039951.D
2000000
1500000
1000000
500000
25.17
23. 24.12
38849 24 2§A1 26.28 27.70
I B e I B e L BN e o e e LA I i o o o L L
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

3.27 41.41 ng 594126 1,4-Dichlorobenzene-d4 8.15
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 30 (3.268 min): BG039951.D (-27) (-) m/z 73.15 100.00%
7B
5000 43
55 g7
37| 49 67 | 3.203.30 3.40 3.50 3.60 3.70
o e e e e e, m/z 43.15 46.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000
43 3.203.30 3.40 3.50 3.60 3.70
55 87 m/z 55.15 32.87%
o ?9 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.203.30 3.40 3.50 3.60 3.70
5000 55 m/z 87.15 25.61%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 3.203.30 3.40 3.50 3.60 3.70
m/z 41.15 13.62%
5000
45
29
0 L] 3‘“ 5‘5 67 . 101 ‘M—y——r—r—r
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.23 2.44 ng 34980 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-0ctanol 130 C8H180 000589-98-0 36
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 364 (5.230 min): BG039951.D (-360) (-) m/z 43.15 100.00%
a3
59
5000
e 430 5,00 520 5.40 .60
83 : : : :
" ..!|,....,....,|....,....,.... e m/z 59.15  55.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR L R RN
59 480 5.00 520 5.40 5.60
m/z 101.15 19.93%
15 101
0 2 83
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #13627: 3-Octanol
59
83 480 500 520 540 5.60
5000 a1 m/z 58.10 14 .84%
2 101
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59 4.80 5.00 5.20 5.40 5.60
m/z 56.05 8.26%
5000 101
116
O'H'V'“J“'W'Z?w'“v'”l”'w'“"“"'“ | SARAY AR SRR SRS S A SR UL RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 unknownl18.08 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.08 7.58 ng 322637 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvlbenzvl alcohol 122 C8H100 000587-03-1 25
2 3-Cvclohexene-1-methanol. .alpha... 140 C9H160 055511-67-6 22
3 Pvrazole. 1-vinvl-3.5-dimethvl- 122 C7H10N2 015967-75-6 22
4 2-Pvridinamine. 4.6-dimethvl- 122 C7H10N2 005407-87-4 22
5 Phenol, 2,4-dimethyl-, acetate 164 C10H1202 000877-53-2 14
Abundance Scan 2552 (18.083 min): BG039951.D (-2545) (-) m/z 57.15 100.00%
57
122
4 gL B3
5000
9 107 140 465
| | | 183 - 17.80 18.00 18.20 18.40
oY SRS || N m/z 122.20  77.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9946: 3-Methylbenzyl alcohol
107 122
5000 L SN SR UL S
17.80 18.00 18.20 18.40
m/z 127.25 62.02%
m/z--> ‘ 20 40 60 80 100 120 140 160 180 200 220
Abundance #18796: 3-Cyclohexene-1-methanol, .alpha.,4-dimethyl-
93
17.80 18.00 18.20 18.40
5000 122 m/z 93.15 59.16%
107
45 6779 ‘ 140
Ouuulu‘.‘..‘luu‘..ﬁue.‘l..“l‘..‘lhlluﬁ..l‘....luuuuluuuu AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9871: Pyrazole, 1-vinyl-3,5-dimethyl-
122 17.80 18.00 18.20 18.40
m/z 41.15 54 _.13%
80
5000
28 39 95 107
0”. “\ \\“ \H‘\ ‘HM IHIH N ornernnd ) vl s
m/z--> 80 100 120 140 160 180 200 220 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknownl18.27 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.27 2.08 ng 88607 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzamide. 4-amino-N-benzvl-N-me... 330 C15H14N405 1000274-07-4 43

2 Aspirin methvl ester 194 C10H1004 000580-02-9 38
3 Benzoic acid. 2-(CisopropvDoxv-.... 194 C11H1403 1000375-33-5 38
4 Cvclopropvl phenvimethanol 148 C10H120 001007-03-0 38
5 Benzenamine, 2-ethyl-6-methyl- 135 C9H13N 024549-06-2 35
Abundance Scan 2584 (18.271 min): BG039951.D (-2577) (-) m/z 120.15 100.00%

120
5000
41 57 49 224
7

5 137 164181 18.00 18.20 18.40 18.60
o m/z 57.10 23.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #168793: Benzamide, 4-amino-N-benzyl-N-methyl-2,6-dinitro-
120

5000
18.00 18.20 18.40 18.60
m/z 224.15 22.77%

91
2 65 164
|, 1l i 136 194210226242259 284 313330

T
|||||||||||n||nn|nn ||||||||| T T T T T T TTTTTTTT]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55712: Aspirin methyl ester
120

o

AR
e N RAEmmE m
152 18.00 18.20 18.40 18.60

5000 m/z 41.15 22.20%

63
26 1 ‘“ | 136 I 194
AN LR R L R N L R RN R RN R R R EE RN R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #56027: Benzoic acid, 2-(isopropyl)oxy-, methy!| ester L o e R
120 18. 00 18 20 18. 40 18. 60

m/z 79.15 18.58%

o

o

5000
- 152
39 65 \ \ 104
R I R R LR R IR MR I SN IS AR AR TRAAr

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

18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.41 ng 102526 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2599 (18.359 min): BG039951.D (-2595) (-) m/z 43.10 100.00%
48 60
73
5000
129
97 115 213 PR A TR B
157171185199 | 557 256 18.00 18.20 18.40 18.60
bl m/z 60.15 91.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/z 55.10 90.28%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
18,00 18.20 1840 1860
5000 m/z 73.15 75.46Y%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 18.00 18.20 18.40 18.60
43 m/z 57.15 69.53%
129
5000 29
143157 214
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Cyclotetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.40 2.72 ng 121040 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 91
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 3117 (21.402 min): BG039951.D (-3111) (-) 55.15 100.00%
56
2% V\W/va
18045, 77 100 207 267204 21100 21120 7140 2160 2180
ob——i m/z 57.15 74 .35%
m/z--> 50 100 150 200 250 300
Abundance #174179: Cyclotetracosane
43
83
5000 R ORI BRI A B
11 2100 21.20 21.40 21.60 21.80
m/z 43.20 66 .59%
ol 2 off [ Il L 139 167 196 224 250 279 308 336
m/z--> 50 160 1éo 200 250 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
a7
83 U UL BN B BN
21.00 21.20 21.40 21.60 21.80
5000 111 m/z 69.15 64 .78%
29
o l\ L \11?0 165182 210 537255 306
m/z--> 50 100 1éo 260 2%0 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester B B B
3 21.00 21.20 21.40 21.60 21.80
69 m/z 83.15 54 _.00%
97
5000
125
0‘ 2 “ ‘\H ‘\ i 15\3 196 224
m/z--> 50 100 150 200 250 300 ' 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.29 2.29 ng 102154 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3438 (23.288 min): BG039951.D (-3432) (-) m/z 57.20 100.00%

5000

23 00 23.20 23.40 23.60
(o} m/z 43.15 54 .85%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane

5000 L e
23 00 23. 20 23. 40 23 60

m/z 71.20 51.54%

ol 141 183 225 282
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517

23.00 23.20 23.40 23.60

207239 282

5000 m/z 85.25 36.38%
97
ol 26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617
e s SR
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57 23.00 23.20 23.40 23.60

m/z 41.20 22 .58%

5000
99
26, ] | | 141 183 225 267 309 365

N SRR A L .

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.12 3.38ng 143596  perylene-d12 25.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetracosane 338 C24H50 000646-31-1 87

2 Hentriacontane 437 C31H64 000630-04-6 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
Abundance Scan 3580 (24.122 min): BG039951.D (-3571) (-) m/z 57.15 100.00%

5000 J\\

23 80 24. 00 24. 20 24 40

113 141 169 207

0 m/z 43.15 50.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
5000 TT TTTT LR B TTTT

23.80 24.00 24,20 24.40
m/z 71.10 48.03%

113 141 169 197 225 253 281 309 338
miz--> 50 100 150 200 250 300 350 400

0!

Abundance #223851: Hentriacontane
57
23.80 24.00 24.20 24.40
5000 m/z 85.15 43.69%
85
113
0 29| | |y 77,141 169 197 225 253 280 309 351 379 407 436
o e e L e !
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 23.80 24.00 24.20 24.40
m/z 55.15 23.40%
5000 85
113
o2, || 777,241 169 197 225 267 295 365 393
S L o o o LA e e I L o e o o R R S REas
m/z--> 50 100 150 200 250 300 350 400 23 80 24. 00 24. 20 24 40

8270-BG030419.M Mon Mar

18 16:52:03 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

25.11 2.98 ng 126616 Perylene-d12 25.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 64
2 Heptacosane 380 C27H56 000593-49-7 64
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 58
4 Hexatriacontane 507 C36H74 000630-06-8 58
5 Octacosane 394 C28H58 000630-02-4 58

Abundance Scan 3748 (25.109 min): BG039951.D (-3740) (-) m/z 57.15 100.00%

EE

5000
519 155 1, 2?“ a5 24.80 25.00 25.20 25.40
0,....,...,.'.".f,‘.'...,...'.,...'......... R e REREsmas m/z 43.15 79.88%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LA L L L L L LB LB |

24.80 25.00 25.20 25.40
m/z 85.20 53.37%

141 183 225 267 309 351 393 435 491 535 574 617

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
5[7
24.80 25.00 25.20 25.40
5000 m/z 71.15  49.55%

99
26 | | 141 183 225 267 309 380

Oy P e P e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl-
5[7 24.80 25.00 25.20 25.40
m/z 55.15 28.52%
5000

9
| 141 183 225 295 337 378 420

L — e

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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039951.D

Aca On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample = K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

26.28 2.69 ng 114412 Perylene-d12 25.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Pentacosane 352 C25H52 000629-99-2 86
3 Tetracosane 338 C24H50 000646-31-1 83
4 Octacosane 394 C28H58 000630-02-4 80
5 Docosane 310 C22H46 000629-97-0 80

Abundance Scan 3947 (26.278 min): BG039951.D (-3939) (-) m/z 57.15 100.00%

5000

26.00 26.20 26.40 26.60
m/z 71.20 63.03%

13 941 169 197221

o 267
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

5000
26.00 26.20 26.40 26.60

m/z 43.15 58.00%

113
141 169 197 225 253 280 309 351 379 407 436

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
R R e RN R R E
26.00 26.20 26.40 26.60
5000 85 m/z 85.25 42.87%
113
oL 2L LT 380 211 239 267 205 323 352
L o e e B LA B o e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57 26.00 26.20 26.40 26.60
m/z 99.15 18.76%
5000 85
29 113
oL Iyl 770,141 169 197 225 253 281 309 338
S L o o LA e e A B e
m/z--> 50 100 150 200 250 300 350 400 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG031519\
Data File : BG039951.D

Acq On : 15 Mar 2019 21:28

Operator : JU/SJ

Sample - K1909-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.27 41.4 ng 594126 1 8.15 286917 20.0
2-Pentanone, 4-hy... 5.23 2.4 ng 34980 1 8.15 286917 20.0
unknown18.08 18.08 7.6 ng 322637 4 17.52 850859 20.0
unknownl18.27 18.27 2.1 ng 88607 4 17.52 850859 20.0
n-Hexadecanoic acid 18.36 2.4 ng 102526 4 17.52 850859 20.0
Cyclotetracosane 21.40 2.7 ng 121040 5 21.80 890551 20.0
Eicosane 23.29 2.3 ng 102154 5 21.80 890551 20.0
Tetracosane 24 _12 3.4 ng 143596 6 25.17 849789 20.0
Tetratetracontane 25.11 3.0 ng 126616 6 25.17 849789 20.0
Hentriacontane 26.28 2.7 ng 114412 6 25.17 849789 20.0
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