LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 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-BG082520.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 3.120 3 5 21 rVB 182202 242999 4.72% 0.717%
2 5.505 405 411 427 rBV 455484 732313 14.23% 2.162%
3 7.092 674 681 697 rBV 299509 568431 11.05% 1.678%
4 7.920 815 822 831 rVB 209653 348793 6.78% 1.030%
5 9.078 1009 1019 1030 rBV 638207 1150880 22.37% 3.398%

10.717 1290 1298 1306 rBV 294747 516334 10.04% 1.525%
13.173 1709 1716 1732 rBV 1873043 2960169 57.54% 8.740%
1849 1857 1869 rBV 165775 261091 5.08% 0.771%
14.554 1944 1951 1958 rBVY 513467 804777 15.64% 2.376%
16.040 2197 2204 2223 rBV 1532559 2395702 46.57% 7.074%

QOO ~NO®
=
N
o
(@]
=

11 16.375 2235 2261 2262 rBV 205807 889075 17.28% 2.625%
12 16.675 2290 2312 2334 rBV2 359403 2306738 44.84% 6.811%
13 16.916 2336 2353 2377 rVB 870818 4331164 84.19% 12.788%
14 17.227 2396 2406 2412 rBV 60113 229483 4._.46% 0.678%
15 17.298 2412 2418 2430 rVB 652943 1057436 20.55% 3.122%

16 17.580 2459 2466 2474 rVB4 16539 52739 1.03% 0.156%
17 18.196 2567 2571 2579 rBV3 24808 52026 1.01% 0.154%
18 18.520 2614 2626 2643 rVB2 160343 569610 11.07% 1.682%
19 19.689 2817 2825 2835 rVB2 274384 704021 13.68% 2.079%
20 19.912 2857 2863 2871 rBV 3925835 5144477 100.00% 15.190%

21 20.570 2969 2975 2984 rBV 397079 779536 15.15% 2.302%
22 21.216 3080 3085 3092 rBV2 136571 258343 5.02% 0.763%
23 21.275 3092 3095 3101 rVB 46768 74079 1.44% 0.219%
24 21.404 3110 3117 3129 rVB 468980 915279 17.79% 2.702%
25 21.540 3134 3140 3156 rVB2 761888 1260228 24.50% 3.721%

26 22.051 3222 3227 3241 rVB6 35104 108912 2.12% 0.322%
27 22.356 3270 3279 3290 rBV 333371 929711 18.07% 2.745%
28 22.967 3378 3383 3391 rBv4 60198 151063 2.94% 0.446%
29 23.473 3459 3469 3481 rVB2 263959 835544 16.24% 2.467%
30 23.608 3486 3492 3502 rBV7 46766 162315 3.16% 0.479%

31 23.772 3513 3520 3531 rVB4 146430 452213 8.79% 1.335%
32 24.636 3657 3667 3681 rVB2 437016 1265642 24.60% 3.737%
33 24.795 3684 3694 3706 rVB2 166659 552152 10.73% 1.630%
34 26.369 3951 3962 3978 rBV2 101988 406505 7.90% 1.200%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 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
Title

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 27.450 4137 4146 4163 rBV2 78714 398139 7.74% 1.176%

Sum of corrected areas: 33867919

8270-BG082520.M Wed Sep 16 12:25:54 2020 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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: BG046623.D

3500000
3000000
2500000
2000000
1500000

1000000
9.08

5.51
500000 7.09 790 10.72

.12

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG046623.D

1991
3500000

3000000
2500000

20000007 13.17

16.04
1500000

1000000 16.92 21.54

14.55 1730 21
500000 ' 16.67, 19.64 20.57 ' 22.36

14.00 A 838N J\ 173705 1820552 A | %y 22.05 |\

O LA e e e e e e e L B e e A e R R

Time--> 13 OO 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: BG046623.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 2.4 24.64
D2.97 gsg%. 7 Pf“; 9 26,37 27.45

O T T T T T T e T T e T T o o e o e T e e e e e e

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\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.12 13.93 ng 242999 1,4-Dichlorobenzene-d4 7.92
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 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 5 (3.120 min): BG046623.D (-3) (-) m/z 73.10 100.00%
7B
5000 4
55 87
3.20 3.30 3.40 3.50
Ol e b2 L 8L L 97 IS 128 1 Tm/z 43.10  33.44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HR USRI S R R
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 27.15%
0 ?9 35 || | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
320 3.30 3.40 350
5000 43 m/z 55.10 22 .65%
58
e R R S LA IS R RS RS LRSS RRRRN AR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50
m/z 45.10 10.46%
5000
45
29
ol 39| 5 67 | 101 /\
NSNS IURLE UL UL UL UL UL S B B B HR USRI S R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Ethanone, 1-[2-(dimethylami... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.38 16.82 ng 889075 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 56
2 Ethanone. 1-I2-(dimethvlamino)ph... 163 C10H13NO 010336-55-7 56
3 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 38
4 1.3-Benzenediol. monobenzoate 214 C13H1003 000136-36-7 38
5 Ethanone, 2-(acetyloxy)-1-phenyl- 178 C10H1003 002243-35-8 38
Abundance Scan 2262 (16.381 min): BG046623.D (-2235) (-) m/z 105.00 100.00%
105
77 SR A
51 16.00 16.20 16.40 16.60
0 N - Ml - .|, L) 121182 148 ), 176 193207 ' "n/z 163.10  51.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32818: Morpholine, 4-phenyl-
105
163
5000
16.00 16.20 16.40 16.60
77 m/z 77.05 24._.02%
15 27 39 ! 65 l 91 || 117 132 148
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
163
94105 16.00 16.20 16.40 16.60
5000 77 119 m/z 106.00 7.97%
51 65
13, 148
e L S L U L I WL B L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71680: 1-Propanone, 2-bromo-1-phenyl- ,/.\. e A REARE R
105 16.00 16.20 16.40 16.60
m/z 164.10 6.16%
5000 77
51
27 39 | 63 | B89 | 116 133 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Morpholine, 4-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.67 43.63 ng 2306740 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 53
3 Phthalic acid. 4-chloro-3-methvl... 304 C16H13CI104 1000315-71-2 40
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 14
5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 14
Abundance Scan 2311 (%)6.669 min): BG046623.D (-2290) (-) m/z 105.10 100.00%
105
163
5000
77
43 57 207 16.40 16.60 16.80 17.00
Ol e e o 22041 | 1791930 225289 267281 | sz 163.10  76.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32818: Morpholine, 4-phenyl-
105
163
5000
16.40 16.60 16.80 17.00
77 m/z 77.10 29.94%
oLz 5t 91 132 149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
120 163
16.40 16.60 16.80 17.00
5000 43 77 m/z 164.10 9.47%
93
ol 27 63 135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #147743: Phthalic acid, 4-chloro-3-methylphenyl methyl ester
163 16.40 16.60 16.80 17.00
m/z 106.10 8.27%
5000
0 50 792 120135 | 273
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 2éo 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 4 Diethylene glycol dibenzoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.92 81.92 ng 4331160 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 90
2 2-(2-(2-Methoxvethoxv)ethoxv)eth... 268 C14H2005 1000366-99-1 74
3 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 59
4 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 56
5 2-(2-CarboxyvinylD)pyridine, trans 149 C8H7NO2 007340-22-9 52
Abundance Scan 2354 (16.922 min): BG046623.D (-2336) (-) m/z 105.10 100.00%
105 149
5000 77
51 16.60 16.80 17.00 17.20
Ol Sk 85 L 91 ) 122384 | 179192 209 225 | hsz 149.10  91.40%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 LA SR BN DU
77 16.60 16.80 17.00 17.20
m/z 77.10 41 .42%
0 27 39 5& L 122 | 179 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
149
16.60 16.80 17.00 17.20
5000 59 . m/z 150.10 9.46%
29 45 89
oL b ALl 122133 ) 168 179 103 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56014: 1,3-Dioxolane, 2—(methoxymethyl)—2—pheny|— LI L L L N I
149 16.60 16.80 17.00 17.20
105 m/z 51.10 9.27%
5000
77
45
oL 2 T, e | S | 121133 | 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 5 Benzamide, N-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.23 4.34 ng 229483 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. N-propvl- 163 C10H13NO 010546-70-0 78
2 2-Cvclohexene-1.4-dione. 5.6-dib... 413 C15H13Br2NO3 324051-04-9 14
3 1.3-Benzenediol. monobenzoate 214 C13H1003 000136-36-7 14
4 Imidazole. 2-fluoro-1-tribenzovl... 530 C29H23FN207 1000129-58-6 14
5 2-Benzoyloxyacetophenone 240 C15H1203 004010-33-7 14
Abundance Scan 2407 (17.233 min): BG046623.D (-2396) (-) m/z 105.00 100.00%
105 143
5000
77
R e S
51 207 17.00 17.20 17.40 17.60
1 S DY G R W .- S m/z 163.10 99.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #32814: Benzamide, N-propy!-
105
5000 ----u---‘4i\¥>-|----|---
77 17.00 17.20 17.40 17.60
163 m/z 77.10 28.95%
51 134
L U S S UL S SRS B
m/z--> 50 100 150 200 250 300 350 400
Abundance
105
17.00 17.20 17.40 17.60
5000 m/z 164.10 10.44%
77
ol 138 woOL 285 413
m/z--> 50 100 150 200 250 300 350 400
Abundance #72579: 1,3-Benzenediol, monobenzoate
105 17.00 17.20 17.40 17.60
m/z 51.10 7 .94%
5000
77
oL27 51 128 214 o > :
m/z--> éo 160 1éo 260 2%0 360 3%0 460 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.52 10.77 ng 569610 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2626 (18.520 min): BG046623.D (-2614) (-) m/z 57.10 100.00%

57
5000 85 ,,M,f\-*~,//\\*.,_“,M_*_w
13 18.20 18.40 18.60 18.80
141 169

0|, AU 160 197 225 267 295 m/z 71.10 63.45%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

%

5000 85 e B
18.20 18.40 18.60 18.80

m/z 43.10 55.64%

29 113
o |‘| .| ]1 Lo 141,169 197 225 253 205 323 367
Co b e S A
m/z--> 50 100 150 200 250 300 350
Abundance
57
e
g5 18.20 18.40 18.60 18.80
5000 m/z 85.05 48.26%
29 113
0 141 169 197 225 253 296
e e L
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane T T
57 18.20 18.40 18.60 18.80
m/z 55.10 21.62%
- I MMW
29
oL T |13 141 160 197 225 253 281 310
T T T T T T e e T S e o
m/z--> 50 100 150 200 250 300 350 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.69 11.17 ng 704021  Chrysene-di2 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 97

2 Hexacosane 366 C26H54 000630-01-3 94
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2825 (19.689 min): BG046623.D (-2817) (-) m/z 57.10 100.00%
57
5000 85 J/\L
| 113 19.40 19.60 19.80 20.00
141 169 : : : :
ol 3 I Wl M 169 107 225 267 205 323 m/z 71.10 70.07%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 TTTpTTTT T T T T T T T
85 19.40 19.60 19.80 20.00
29 m/z 43.10 61.34%
oL -.\ Lyt 1 160 107 225 253 222
m/z--> 50 100 150 200 250 300 350
Abundance
57
19.40 19.60 19.80 20.00
5000 85 m/z 85.10 49 .53%
. 29 13 141 169 197 225 253 205 323 367
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #117648: Octadecane, 2-methyl- T TR T T
48 19.40 19.60 19.80 20.00
m/z 55.10 23.26%
| MLI
5000
99
0 \.} “\ .i J \J A 12\7 | 155 183 22\5 253
m/z--> 5'0 1c')o 1&'30 2(')0 250 3(')0 35'30 19.'40 19.|60 19.|80 20.'00

8270-BG082520.M Wed Sep 16 12:26:03 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Octadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.57 12.37 ng 779536 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2975 (20.570 min): BG046623.D (-2969) (-) m/z 57.10 100.00%
g7
5000 85
SNBSS UV SRR
113 20.20 20.40 20.60 20.80
141
ol WA |7 2t 10 107 225 267 300 a1 m/z 71.10 66.19%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AUV U
20,20 20.40 20.60 20.80
m/z 43.10 58.49%
29 | 13 g4
oLl b LT 100 107 225 253 295 sz3 g7
m/z--> 50 100 150 200 250 300 350
Abundance
43
71 20.20 20.40 20.60 20.80
5000 m/z 85.10 48.82%
0 127 155 183 225 953
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R BAEARRE RS
57 20.20 20.40 20.60 20.80
m/z 55.10 22.07%
85
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 20,20 20.40 20.60 20.80

8270-BG082520.M Wed Sep 16 12:26:04 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 1-Heneicosanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.22 4.10 ng 258343 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 92
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
3 1-Tricosene 322 C23H46 018835-32-0 87
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 87
Abundance Scan 3086 (21.222 min): BG046623.D (-3080) (-) m/z 55.10 100.00%
55 83
R PRI SRR BN B
21.00 21.20 21.40 21.60
207
o 104 207 228, 298 280 31 n/z 43.10 97.14%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111 R TR R B B
21.00 21.20 21.40 21.60
29 m/z 57.10 92.14%
139
0 Loy L 167 196 238 266 294
m/z--> 50 160 1éo 260 2%0 360
Abundance
57
21.00 21.20 21.40 21.60
5000 m/z 83.10 86.69%
29 111
o 139 167 196 224 252 280
m/z--> 55 160 1éo 260 250 360
Abundance #163016: 1-Tricosene B R A maEE s L e
57 g3 21.00 21.20 21.40 21.60
m/z 69.10 81.86%
5000
111
0 Wb H \‘\ J‘L 1:?\9 I 1(”39. 196 224 252 294 3%2
m/z--> 55 160 1éo 200 2%0 360 ' 2f00 2f20 2120 2f60

8270-BG082520.M Wed Sep 16 12:26:06 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane, 8-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.40 14.53 ng 915279 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3116 (21.399 min): BG046623.D (-3110) (-) m/z 57.10 100.00%
57
5000 85 /\
13 149 21,00 21.20 2140 21.60 21.80
ol ,I. LA 160189 211 253 205 3paza1 m/z 71.10 65.20%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
85 21.00 21.20 21.40 21.60 21.80
29 m/z 43.10 57.67%
. .|.\ | | | 118 141 160 197 205 253 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
21,00 21.20 2140 21.60 21.80
5000 85 m/z 85.10 49_.13%
. 29 13 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl- B L o e e
43 21.00 21.20 21.40 21.60 21.80
- m/z 55.10 22 .39%
99 196
ol b b 1R 185 | 205 252 280
m/z--> 50 100 150 200 250 300 350 21.00 21.20 2140 21.60 21.80

8270-BG082520.M Wed Sep 16 12:26:07 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Tricosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.36 14.75 ng 929711 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 97
2 Hexacosane 366 C26H54 000630-01-3 94
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3280 (22.362 min): BG046623.D (-3270) (-) m/z 57.10 100.00%
57
5000 85
13 22.00 22.20 22.40 22.60
141 169
o2 LA L Ty M 169 107215 253 283302324 365 | ninT7T 10 63.27%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 DBNUSASUAEN AR
22. oo 22 20 22. 40 22.60
m/z 43.10 53.55%
113 324
141
m/z--> 50 150 200 250 300 350
Abundance
57
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 48.01%
. 29 13 141 169 197 205 253 205 323 367
m/z--> 55 160 150 260 2%0 300 3%0
Abundance #117648: Octadecane, 2-methyl- e B AmEE RS s S
43 22.00 22.20 22.40 22.60
m/z 55.10 21.95%
71
5000
99
ol J Jod 147 155 183 225 253
m/z--> % ﬁo 150 ﬁ 250 300 ﬁ) nmnmnmnm

8270-BG082520.M Wed Sep 16 12:26:08 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 13-Docosenamide, (Z2)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

22.97 2.40 ng 151063 Chrysene-d12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 89
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 89
3 d-Glucosamine 179 C6H13NO5 000090-77-7 59
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 7-Nonenamide 155 C9H17NO 090949-53-4 52

Abundance Scan 3383 (22.967 min): BG046623.D (-3378) (-) m/z 59.05 100.00%

5000
154 184 209 240 263 294 320337 22.60 22.80 23.00 23.20
(o} m/z 72.05 70.23%
m/z--> 50 100 150 200 250 300
Abundance #174697: 13-Docosenamide, (2)-
a1
5000
137 22.60 22.80 23.00 23.20
8 m/z 55.10 58.82%
o Ll 154 193 201240 277204 320337
I~ T T T T I T T T T T T T T I T T T T I T T T T I
m/z--> 50 100 150 200 250 300
Abundance
59
.
22.60 22.80 23.00 23.20
5000 " m/z 41.10 37.06%
81
L8 % 126 154 184 221238 264281 w,vﬂdeJﬁ/\Hf\mwMMM“hMMw)/
R T T AT S
m/z--> 50 100 150 200 250 300
Abundance #44906: d-Glucosamine R R RREEEEa
5 22.60 22.80 23.00 23.20
m/z 69.05 32.76%
5000
30
ol 76190 130148165
I~ IIIIIIII L L IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 22.60 22.80 23.00 23.20

8270-BG082520.M Wed Sep 16 12:26:09 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.47 13.20 ng 835544 Perylene-d12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 3469 (23.473 min): BG046623.D (-3459) (-) m/z 57.10 100.00%

5000

H-

23.20 23.40 23.60 23.80

141 183 225 267 309 351

0 m/z 71.10 66.79%
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 LN

23 20 23. 40 23 60 23. 80
m/z 43.10 54 .95%

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

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
L
23.20 23.40 23.60 23.80
5000 m/z 85.10 46.91%
9
0 141 179210 53 309 3gg
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane T T T T
517 23.20 23.40 23.60 23.80
m/z 55.10 21.03%
5000

3

99
26 ] |, 141 183 225 281 337 394

e M —— SN

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

8270-BG082520.M Wed Sep 16 12:26:10 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Heptadecyl heptafluorobutyrate

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
23.61 2.56 ng 162315 Perylene-d12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
3 1-Docosene 308 C22H44 001599-67-3 91
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 3492 (23.608 min): BG046623.D (-3486) (-) m/z 55.10 100.00%
56 97
47169195 224 256 23:20 23.40 23.60 23.80 24.00
Of———1 m/z 43.10 86.94%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 AR AR A U BN
111 Bmmmmmmmmm
29 m/z 57.10 85.85%
oL L ‘ [139 169 510238 983 434
miz--> 0 §o 160 1éo 260 250 360 3%0 460
Abundance
57 83
23:20 23.40 23.60 23.80 24.00
5000 11 m/z 97.10 85.69%
29
. 139 168 194 224 250 297 360
mz-> 0 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene L o S
55 23.20 23.40 23.60 23.80 24.00
. m/z 83.10 85.01%
5000
29
125
0 L J \ I 4| /153 181 308
miz--> 0 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&1;0 4c')o 23 20 23. 40 23. 60 23. 80 24. oo

8270-BG082520.M Wed Sep 16 12:26:11 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 15 unknown23.77 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.77 7.15 ng 452213 Perylene-d12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 38
2 Tetradecane 198 C14H30 000629-59-4 38
3 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 30
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 25
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 25

Abundance Scan 3520 (23.772 min): BG046623.D (-3513) (-) m/z 43.10 100.00%
43
2000 ,_.~/f\&/"xv/m\kwy_\,,,f~4~”
LN SN SO I
183 211533253 | 595 23.40 23.60 23.80 24.00
oLt b 7 m/z 57.10 98.45%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
g7
5000 85 RBABNUNERUNENUNVAREEE
Bmmmmmmm
m/z 71.10 74 .27%
oL L 141,169 197 225 254
m/z--> 55 160 150 260 2%0 300 3éo '
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 143.10 61.70%
29
0 113 141 169 198
m/z--> - "55' B 166 - ﬁéd B éoo"' ésd B éod B Séd !
Abundance #194506: Octadecane, 5,14-dibutyl-
4 71 23.40 23.60 23.80 24.00
m/z 135.10 58.22%
o ‘ “\I h ”155 183 211 239 266 309 335 364
m/z--> 55 100 150 200 250 360 3éo ' 2340 2360 2380 2400 '

8270-BG082520.M Wed Sep 16 12:26:12 2020

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 16 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.79 8.73 ng 552152 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetradecane, 6,9-dimethyl- 226 Cl16H34 055045-13-1 87
Abundance Scan 3693 (24.789 min): BG046623.D (-3684) (-) m/z 57.10 100.00%
57
2% i f“ua\___ﬂ/\}[\KMHM_~N,-W
113 24,40 24.60 24.80 25.00 25.20
141 169 - : : . -
ol LI AT 1 100,107 225 253 283309 356 | {910 63,130
m/z--> 50 1 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR AR N
mmmmmm%m%m
m/z 43.10 53.99%
29 113 141
ol UL J A 47y 2 160 107 225 253 205 33 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 24,40 24.60 24.80 25.00 25.20
5000 m/z 85.10 48 .67%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane e amaa e
57 24.40 24.60 24.80 25.00 25.20
m/z 55.10 24 .63%
N T M\/\m‘,\
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 ' 24. 40 24. 60 24 80 25. oo 25. 20

8270-BG082520.M Wed Sep 16 12:26:13 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 17 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

26.37 6.42 ng 406505 Perylene-d12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 96
2 Tetratetracontane 619 C44H90 007098-22-8 93
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 3962 (26.369 min): BG046623.D (-3951) (-) m/z 57.10 100.00%

5000

99 B e e I e
0 197999 267 324 26.00 26.20 26.40 26.60

m/z 71.10 67 .39%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164578: Tricosane

-

5000

26. OO 26 20 26. 40 26. 60
m/z 43.10 54 .65%

324
141 183 755 267

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance WA/M
57
UL
26.00 26.20 26.40 26.60
5000 m/z 85.10 48.98%

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

.

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane s e
517 26.00 26.20 26.40 26.60
m/z 55.10 22 .55%
5000

I3

99
26| | ||| 141 183 225 267 309 351 393 436

. N — -,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26. 00 26 20 26. 40 26.60

8270-BG082520.M Wed Sep 16 12:26:15 2020 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091520\
Data File : BG046623.D

Aca On : 15 Sep 2020 14:07

Operator : CG/JU

Sample : L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 18 _.beta.-Sitosterol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27 .45 6.29 ng 398139 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 89
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 60
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 45
4 Cholest-7-en-3-ol. 4.4-dimethvl-... 414 C29H500 006384-28-7 15
5 Ergost-7-en-3-ol, (3.beta.)- 400 C28H480 026047-31-4 12
Abundance Scan 4146 (27.450 min): BG046623.D (-4137) (-) m/z 43.10 100.00%
43
107 213
145
5000 8l
255 303 359
73 396 e
27.20 27.40 27.60 27.80
okl e m/z 213.15 72.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 " 27,20 27.40 27.60 27.80
107 : : : :
81 145 o3 w08 414 m/z 107.05  71.55%
. 3 233225275 0% 329 55, 331
m/z--> 55 100 150 200 250 300 350 400
Abundance
43
" 27,20 27.40 27.60 27.80
5000 81 4107 m/z 145.10 61.30%
145 414
. 213 303 59 a1
o 103 | 233 | 275 354
miz-> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43 27.20 27.40 27.60 27.80
m/z 95.10 58.14%
5000 268
81 107
“ ‘ e 213 247 e 414
0...‘,‘.H.H.A.H“,M.‘“.‘*.‘h.‘h,‘ihlz?.)lg?.“...*,L.2.17.5.391..‘L. \Hllllllll SN
m/z--> 50 100 150 200 250 300 350 400 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091520\
Data File : BG046623.D

Acq On : 15 Sep 2020 14:07

Operator : CG/JU

Sample - L3993-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082520_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... 3.12 13.9 ng 242999 1 7.92 348793 20.0
Ethanone, 1-[2-(d... 16.38 16.8 ng 889075 4 17.30 1057440 20.0
Morpholine, 4-phe... 16.67 43.6 ng 2306740 4 17.30 1057440 20.0
Diethylene glycol... 16.92 81.9 ng 4331160 4 17.30 1057440 20.0
Benzamide, N-propyl- 17.23 4.3 ng 229483 4 17.30 1057440 20.0
Hexacosane 18.52 10.8 ng 569610 4 17.30 1057440 20.0
Eicosane 19.69 11.2 ng 704021 5 21.54 1260230 20.0
Octadecane, 2-met... 20.57 12.4 ng 779536 5 21.54 1260230 20.0
1-Heneicosanol 21.22 4.1 ng 258343 5 21.54 1260230 20.0
Pentadecane, 8-he... 21.40 14.5 ng 915279 5 21.54 1260230 20.0
Tricosane 22.36 14.8 ng 929711 5 21.54 1260230 20.0
13-Docosenamide, ... 22.97 2.4 ng 151063 5 21.54 1260230 20.0
Tetratetracontane 23.47 13.2 ng 835544 6 24.64 1265640 20.0
Heptadecyl heptaf... 23.61 2.6 ng 162315 6 24.64 1265640 20.0
unknown23.77 23.77 7.2 ng 452213 6 24.64 1265640 20.0
Tetracosane 24.79 8.7 ng 552152 6 24.64 1265640 20.0
Hentriacontane 26.37 6.4 ng 406505 6 24.64 1265640 20.0
-beta.-Sitosterol 27.45 6.3 ng 398139 6 24.64 1265640 20.0
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