LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

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-BG123019.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 3.143 5 9 24 rVB 1231127 1896346 20.66% 3.739%
2 5.070 331 337 344 rBV 160623 247095 2.69% 0.487%
3 5.535 408 416 428 rBV 1019631 1637817 17.85% 3.230%
4 7.121 678 686 697 rBV 691546 1220332 13.30% 2.406%
5 7.497 741 750 761 rBVY 2025446 3524579 38.41% 6.950%
6 7.961 820 829 838 rBV 474922 801277 8.73% 1.580%
7 8.284 876 884 892 rBVY 1751278 3122533 34.02% 6.157%
8 9.119 1016 1026 1034 rBvV 1517718 2772476 30.21% 5.467%
9 10.764 1296 1306 1314 rBV 676688 1187581 12.94% 2.342%
10 13.220 1716 1724 1734 rBV 4044179 6361071 69.31% 12.543%

11 14.042 1859 1864 1870 rBV 153070 221467 2.41% 0.437%
12 14.595 1950 1958 1966 rBV 1107976 1806583 19.69% 3.562%
13 16.081 2203 2211 2230 rBV 3375021 5335522 58.14% 10.521%
14 17.333 2417 2424 2435 rBV 1408944 2204583 24.02% 4._.347%
15 18.237 2574 2578 2586 rBV3 74058 123838 1.35% 0.244%

16 19.953 2863 2870 2878 rBV 6824725 9177197 100.00% 18.096%
17 21.257 3087 3092 3105 rBv2 578302 932478 10.16% 1.839%
18 21.586 3141 3148 3157 rBV 1365847 2238709 24.39% 4._.414%
19 21.810 3181 3186 3193 rVB 199577 285046 3.11% 0.562%
20 22.409 3282 3288 3297 rBV 262693 467701 5.10% 0.922%

21 23.085 3398 3403 3411 rVB 301748 539925 5.88% 1.065%
22 23.273 3430 3435 3443 rVB2 125946 241909 2.64% 0.477%
23 23.878 3530 3538 3553 rBV2 292393 693140 7.55% 1.367%
24 24.712 3670 3680 3689 rBV3 833275 2286707 24.92% 4 _.509%
25 24.806 3689 3696 3705 rvB2 237616 600033 6.54% 1.183%

26 25.911 3875 3884 3894 rBV3 172739 496582 5.41% 0.979%
27 27.239 4101 4110 4120 rBV2 85114 290665 3.17% 0.573%

Sum of corrected areas: 50713192
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG043892.D

6000000
5000000
4000000

3000000

7.50
2000000
8.28 912

I 5.53
1000000 7.12 10.76

7.96
5.07
e SRSV WA | MHEESHSSRSREFRUES L GEUY. AU | SUSNE RBRSREES L NSRS | SRR ——————

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG043892.D

1995
6000000

5000000

4000000 13.22

16.08
3000000

2000000
17.33 21.59
14.59

1000000 2126
14.04 18.24 21.81 2241

(O e o o e B LI e o o o L e e e O B i o o i

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: BG043892.D

6000000
5000000
4000000
3000000
2000000

1000000 24.71

23 23.88 .81 2591

) 98 57 - 27.24

R e R S B e B e B e e e e i e R ST PRI

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\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 3
R.T. EstConc Area Relative to ISTD R.T.

314 47.33ng 1896350  1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
cetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
entane, 3-methoxy- 102 C6H140 036839-67-5 17

abrwNPE
TR, >N

Abundance Scan 8 (3.137 min): BG043892.D (-5) (-) m/z 73.10 100.00%

50000 43

-

3.20 3.30 3.40 3.50 3.60
ol b L 164 207 285 2B Tm/z 43.10  39.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-

T

5000
3.20 3.30 3.40 3.50 3.60

m/z 55.10 25.85%

43

m/z--> 0 50 100 150 200 250 300 350 400 450 500

o
~
W

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
a1 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 25.21%
|
O B LA B B o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1877: Acetamide, N-ethyl-
3 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.30%
5000 87
59‘
O HYy e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.07 6.17 ng 247095 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 2-Butanol. l-methoxv- 104 C5H1202 053778-73-7 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 337 (5.070 min): BG043892.D (-331) (-) m/z 43.10 100.00%
43
5000
10t 480 500 520 540
73 : : : :
o...1.,‘..-.~.~,|....,....,....,....,....,...3.9? m/z 59.10 57.27%
m/z--> 50 100 150 200 250 300 350
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HRR UL AL IR
480 5.00 5.20 5.40
m/z 101.10 19.59%
101
0 FIT| n 67 L L
LRI L UL UL SRR SUNLELELAY SRR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59
480 500 520 540
0
5000 101 m/z 58.05 16.07%
27“
0 "MEH*""l"' U RN SRR SRR SRR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #4778: 2-Butanol, 1-methoxy- A BARAS wa
59 480 5.00 5.20 5.40
m/z 41.10 8.58%
s000{ 31
0=k mh‘*'nglp?' LS AL UL BUNLELEY UL SRR
m/z--> 50 100 150 200 250 300 350 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.50 Concentration Rank 1

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

7.50 87.97 ng 3524580 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 751 (7.503 min): BG043892.D (-741) (-) m/z 132.00 100.00%
32
5000 68
40 54 o " 107 . 720 740 7.60 7.80
o} R o e m/z 68.10 40.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
5000 U R UL LU UL
7.20 7.40 7.60 7.80
104 m/z 134.00 34 .53%
51 66 77
14 27 39 > L 89 | 115
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
U RN UL L UL
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 26.11%
41 97
53
T
0 ...|....“i“..“.‘.|“.“l‘.‘.“l‘..‘.‘ﬁ|....“l..Hul....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl R e A B!
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 15.92%
5000 98 116
o Ll 158 189
m/z--> 20 40 60 80 100 120 140 160 180 200 720 7.0 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.26 8.33 ng 932478 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 3092 (21.257 min): BG043892.D (-3087) (-) m/z 57.10 100.00%
57 o3
5000 11
139 21.00 21.20 21.40 21.60
ol .I.], p L5006 207229050 280 sm o omTu3 M0 87.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 RNV SRR IR
21.00 21.20 21.40 21.60
29 111 m/z 55.10 84 .99%
o | l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
o1 LA U B
21.00 21.20 21.40 21.60
5000 m/z 83.10 79.96%
125
29 252
oL J m ,153 182202224 297 398
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosy! formate R o e N R
57 83 21.00 21.20 21.40 21.60
m/z 97.10 70.79%
5000 111 A\
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 11
R.T. EstConc Area Relative to ISTD R.T.
21.81 2.55 ng 285046 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Nonadecane 268 C19H40 000629-92-5 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 3186 (21.810 min): BG043892.D (-3181) (-) m/z 57.10 100.00%
g7
5000 85
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
113 141 21.40 21.60 21.80 22.00 22.20
ol d LA T 1t 183210 244 281 326 855 401429 1o TG0 76200
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
21.40 21.60 21.80 22.00 22.20
m/z 43.10 64 .25%
29 113 149
oL L4200 107 225 253 295323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
21:40 21.60 21.80 22.00 22.20
5000 85 m/z 85.10 51.93%
29
oL ‘ J || M3 141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #117638: Nonadecane
57 21.40 21.60 21.80 22.00 22.20
m/z 55.10 24 .35%
5000 85
29
m/z--> % 1& ﬁo ﬁ 2m ﬁo @ 4& mmmmmmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Eicosane Concentration Rank 10

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

22 .41 4.18 ng 467701 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosane 282 C20H42 000112-95-8 96
2 Hexadecane 226 C16H34 000544-76-3 94
3 Tricosane 324 C23H48 000638-67-5 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3288 (22.409 min): BG043892.D (-3282) (-) m/z 57.10 100.00%

g7
85
5000
113 22.00 22,20 22.40 22.60 22.80
141
o34, § AL MLase 211 239 267 209324 357 401430 7170 72.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 P AU

22. OO 22. 20 22. 40 22. 60 22. 80
m/z 43.10 63.73%

oL 2, L1 1141 109,197 225 253 282
....,....,.. T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane

57

22. OO 22. 20 22. 40 22. 60 22.80

5000 g5 m/z 85.05 53.35%
2 113
O e L —
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane REER R e s s

57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 26.26%

113 324
L[t a0 307 230 267 505 ]

0 A d oy
LN L L I L L L N B B LML L L

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.08 4.82 ng 539925 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3402 (23.079 min): BG043892.D (-3398) (-) m/z 57.10 100.00%

5000

22.80 23.00 23.20 23.40

155182207 933

281 309

357

0 m/z 71.10 70.65%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #164578: Tricosane
5|7
5000 85 LN L L L L L LB L L
22.80 23.00 23.20 23.40
0
13 Lo 107 324 m/z 43.10 62.91%
o LA L2027, 290267005 |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57
T T T T
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 51.27%
29
o1, 113}41169197225 268
i o T I LA B i o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane R R
57 22.80 23.00 23.20 23.40
m/z 41.10 22 .16%
5000 85
29 113 141 169
0 o 197225253 281309337 380
i o o LA A i o AL e o e e o o o B T T
m/iz--> 0 50 100 150 200 250 300 350 400 450 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.27 2.12 ng 241909 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 83
3 trans-Farnesol 222 C15H260 000106-28-5 78
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72

5 _beta.-Citronellol, chlorodifluo... 268 C12H19CIF202 1000376-20-8 53

Abundance Scan 3435 (23.273 min): BG043892.D (-3430) (-) m/z 69.10 100.00%

5000

-

137
161 191 231 271 299 341 367 23.00 23.20 23.40 23.60

0 m/z 81.10 47 .02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene

23.00 23.20 23.40 23.60
m/z 41.10 21.56%

95
bbby 3 01 01217 213200 01967 ato
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
T T T
23.00 23.20 23.40 23.60
5000 m/z 68.10 13.68%
41
oL ‘ el ;u@ ﬂ. 163 191 217 245 273209 331367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol
69 23.00 23.20 23.40 23.60
m/z 95.05 11.83%
5000 41
9B 136
NEREE j @1@ 161 191 222
L LA e S e LA B e i o T T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.88 6.06 ng 693140 Perylene-di12 24 .71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3538 (23.878 min): BG043892.D (-3530) (-) m/z 57.10 100.00%
57
5000
T P
113 23.60 23.80 24.00 24.20
141
o AL L1360 207 230066 205 305 356 a5 a9l o UGt 407 Aoy,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57
85
5000 U
Bmmmmmmm
- m/z 43.10 65.56%
o 113‘141169197225253 338
iz mb 100 180 20 250 30 0 @0 4o
Abundance #209566: Octacosane
7
| 23.60 23.80 24.00 24.20
5000 g5 m/z 85.10 53.25%
29
ol 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4%0 '
Abundance #185535: Heptadecane, 9-octyl- R e e e R
57 23.60 23.80 24.00 24.20
m/z 55.10 24 .04%
o ‘ | ﬂldn 141 169 197 239 267294 323 352
IIII""I""I""IIIII rrrTrTTTT T T T T T T T T T T T AR A A A
m/z--> 50 100 150 200 250 300 350 400 450 2360 2380 2400 2420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .81 5.25 ng 600033 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3697 (24.812 min): BG043892.D (-3689) (-) m/z 57.10 100.00%
57
85
5000 /\
UL 155 101 169 o0s om0 268 s 56 s0n | 240 240 240 2500 2510
bk bl 7L T9, 211 299 268 325 356 393 hso 71 .05  78.24%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
g7
5000 R I AL I B
85 24,40 24.60 24.80 25.00 25.20

m/z 43.10 65.30%

113
AR B s T —
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57

24 40 24. 60 24. 80 25 00 25.20

5000 85 m/z 85.05 55.09%
113
N BEE 141,169 197 225 267 295 365 393
e e e e S e S
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R T T T T
57 24.40 24.60 24.80 25.00 25.20

m/z 41.10 24 .61%

85
5000
29 113
\ | | 777,241 169 197 225 253 296

ot—rryt e R A AEEEEEEmEE s

T
m/z--> 50 100 150 200 250 300 350 24 40 24. 60 24. 80 25 00 25. 20

8270-BG123019.M Mon Jan 06 14:41:04 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

25.91 4.34 ng 496582 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3884 (25.911 min): BG043892.D (-3875) (-) m/z 57.10 100.00%

57
5000 85

I [M2191 160 210 239 om1 327 25.60 25.80 26.00 26.20

ol e e A e m/z 71.10 69.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5000 LI L L L L L L LB

25.60 25.80 26.00 26.20
m/z 43.10 61.47%

113 141 169 197 225 253 281 309 337 365 394
mz--> 50 100 150 200 250 300 350 400

0!

Abundance #219831: Triacontane

1

25.60 25.80 26.00 26.20

5000 85 m/z 85.10  47.94%
13 941
oL2) 4 x\Jl 771,169 197 225 253 281 309 337 365 393 422
A A e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
7 25.60 25.80 26.00 26.20
m/z 55.05 23.26%
5000 85
29 113
oL L 0,141 169 197 225 253 281 309 338
T T T T e e i e R
m/z--> 50 100 150 200 250 300 350 400 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043892.D

Aca On : 3 Jan 2020 17:57

Operator :© JU

Sample : K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27 .24 2.54 ng 290665 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetracosane 338 C24H50 000646-31-1 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 86
Abundance Scan 4110 (27.239 min): BG043892.D (-4101) (-) m/z 57.05 100.00%
57
5000
141 169193 221 282 27.00 27.20 27.40 27.60
| 253 327 3% m/z 71.10 68.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000
27.00 27.20 27.40 27.60
m/z 43.10 57 .25%
oLt || | ,113”.1‘?9.197 225 253 282
m/z--> 55 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
. " 27.00 27.20 27.40 27.60
5000 m/z 85.10 51.52%
29
oL } | u113‘1§1‘169 197 225 253 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 27.00 27.20 27.40 27.60
m/z 55.10 22.67%
5000 85
113
o2 I L | |77 241 160 107 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010320\
Data File : BG043892.D

Acq On : 3 Jan 2020 17:57

Operator : JU

Sample - K6461-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.14 47.3 ng 1896350 1 7.96 801277 20.0
2-Pentanone, 4-hy... 5.07 6.2 ng 247095 1 7.96 801277 20.0
unknown7 .50 7.50 88.0 ng 3524580 1 7.96 801277 20.0
5-Eicosene, (E)- 21.26 8.3 ng 932478 5 21.59 2238710 20.0
Hexacosane 21.81 2.5 ng 285046 5 21.59 2238710 20.0
Eicosane 22.41 4.2 ng 467701 5 21.59 2238710 20.0
Tricosane 23.08 4.8 ng 539925 5 21.59 2238710 20.0
Squalene 23.27 2.1 ng 241909 6 24.71 2286710 20.0
Tetracosane 23.88 6.1 ng 693140 6 24.71 2286710 20.0
Heptadecane 24 .81 5.3 ng 600033 6 24.71 2286710 20.0
Octacosane 25.91 4.3 ng 496582 6 24.71 2286710 20.0
2-methyloctacosane 27 .24 2.5 ng 290665 6 24.71 2286710 20.0
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