LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

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 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 3.124 3 6 29 rvB 391643 899065 6.72% 1.191%
2 5.051 327 334 345 rVB 237886 384849 2.88% 0.510%
3 5.521 407 414 427 rBVY 1000788 1678151 12.54% 2.224%
4 7.113 677 685 701 rBY 1072688 1921048 14.36% 2.546%
5 7.478 739 747 757 rBVY 1076318 1878898 14.04% 2.490%
6 7.942 819 826 833 rBV 344708 584652 4_.37% 0.775%
7 8.265 872 881 892 rBV 819206 1434095 10.72% 1.900%
8 9.093 1015 1022 1035 rBVY 613696 1113001 8.32% 1.475%
9 10.744 1294 1303 1316 rBV 449759 824717 6.16% 1.093%
10 13.200 1714 1721 1730 rBVY 1537613 2426792 18.14% 3.216%

11 14.023 1856 1861 1868 rBV 92268 138312 1.03% 0.183%
12 14.575 1948 1955 1964 rBV 694911 1098420 8.21% 1.456%
13 16.062 2201 2208 2216 rBV 1260593 1958755 14.64% 2.596%
14 17.319 2416 2422 2428 rBV 819841 1280618 9.57% 1.697%
15 17.530 2439 2458 2459 rBvV 213659 582533 4 _.35% 0.772%

16 17.683 2481 2484 2485 rBV 338581 303100 2.27% 0.402%
17 17.760 2494 2497 2528 rVB 1794976 5547140 41.45% 7.351%
18 18.218 2571 2575 2582 rBV2 126944 184498 1.38% 0.244%
19 19.364 2767 2770 2778 rVB3 159690 279182 2.09% 0.370%
20 19.728 2828 2832 2841 rVB 116469 179757 1.34% 0.238%

21 19.934 2856 2867 2869 rBV 3984355 6933855 51.82% 9.188%
22 19.975 2870 2874 2886 rVB 4328199 11610664 86.77% 15.386%
23 20.721 2994 3001 3003 rBV2 238644 468025 3.50% 0.620%
24 21.179 3064 3079 3085 rBV 4625216 13381266 100.00% 17.732%
25 21.232 3085 3088 3094 rVvVv 472092 768437 5.74% 1.018%

26 21.279 3094 3096 3107 rVB7 118386 182516 1.36% 0.242%
27 21.567 3138 3145 3150 rBV 878829 1505211 11.25% 1.995%
28 21.778 3177 3181 3190 rVB2 96394 175770 1.31% 0.233%
29 22.378 3278 3283 3285 rBV2 154524 288833 2.16% 0.383%
30 22.460 3286 3297 3312 rVB2 2553165 8544075 63.85% 11.322%

31 23.042 3392 3396 3404 rVB 110789 192277 1.44% 0.255%
32 23.230 3423 3428 3434 rVB3 121698 230021 1.72% 0.305%
33 23.823 3524 3529 3535 rBV 155238 292854 2.19% 0.388%
34 24.017 3550 3562 3579 rVB2 799846 3192947 23.86% 4.231%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 24.681 3666 3675 3682 rBV2 559753 1490693 11.14% 1.975%

36 25.897 3866 3882 3902 rBV5 197251 1508043 11.27% 1.998%

Sum of corrected areas: 75463070
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator : JU

Sample : L1125-03

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BG044065.D

4000000

3000000

2000000

7.11 7.48
1000000 552 8.26
10.74

12 5.05 7.94

T L L L L o = L L AR

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG044065.D

19.97 21118

19/93
4000000

3000000 22 46

2000000

13.20
16.06

1000000

14.58

14.02
O LA e B o L. I o o o B e R

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: BG044065.D

4000000

3000000

2000000

24.02
1000000 24,68

232423 23.8 25.90

o] e st i SeSanbSa S

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

8270-BG123019.M Fri Jan 17 10:40:27 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 7

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

3.12 30.76 ng 899065 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9

Abundance Scan 5 (3.118 min): BG044065.D (-3) (-) m/z 73.10 100.00%
7B
5000
43
87
3.20 3.30 3.40 3.50
I -~ .,.|...,19?.. 130 156 178191 215 242 281 | “n770 43.10  33.76%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RSN SRS RN AR
43 3.20 3.30 3.40 3.50
87 m/z 87.10 24 . 73%
2
0,”.w.”%ﬁ.”,”.w.”.“.”,”...”...” e —
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
87
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 24 .12%
27
0 112 129
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14334: Butanoic acid, 2-hydroxy-2-methyl-, methyl ester e
73 3.20 3.30 3.40 3.50
43 m/z 41.10 10.49%
5000
7
103
0 ‘ Ll \‘ ‘ Jll 89 117

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

3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 9

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

5.05 13.17 ng 384849 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Tetraalvme 222 C10H2205 000143-24-8 25
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25

Abundance Scan 334 (5.051 min): BG044065.D (-327) (-) m/z 43.10 100.00%
43
59
5000
T Tk 5ho 520 540
83 : : : :
o...,....,....,....',':...?.1.~.'.|,....,7.?..,.~...,...:,|....,....1,2..2..,....,..1.‘.‘?... m/z 59.10 59.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I UL IS I
59 480 500 520 5.40
m/z 101.10 21.59%
15 31 101
0'”PA'P”“h”WL'ﬁ{“I””P'”ﬁ%'P”HM”W”'W””I””P'”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
480 5.00 520 5.40
5000 101 m/z 58.05 15.30%
27 42 116
o 73 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4035: 2,3-Butanedione, monooxime PP T
43 4.80 5.00 5.20 5.40
m/z 41.10 9.17%
5000
101
15 58
0 ‘ 2“8‘ \“ ! ‘ 69 84 :
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 unknown7.48 Concentration Rank 4

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

7.48 64.27 ng 1878900 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-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 Xenon 132 Xe 007440-63-3 9

Abundance Scan 747 (7.478 min): BG044065.D (-739) (-) m/z 131.95 100.00%
5000 68
© si || o P e J "5 740 760 780
o g 8T | WP1s Y 47 | "m/z 68.10 40.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 33.53%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 25.03%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R o I R I
57 132 7.20 7.40 7.60 7.80
24 m/z 69.05 15.52%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.53 9.10 ng 582533 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2458 (17.530 min): BG044065.D (-2439) (-) m/z 57.10 100.00%
57
1 /\
5000
rrprrrrprTT T T rT T T T
113 17.20 17.40 17.60 17.80
141
I N 0 e O E SN T N - W oy~ T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 S R B BRI B
17.20 17.40 17.60 17.80
113 m/z 43.10 63.89%
o 29 | MHL‘M | 717 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
85 17.20 17.40 17.60 17.80
5000 m/z 85.10 52.29%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane LI L L L L N B
57 17.20 17.40 17.60 17.80
m/z 55.10 24 .06%
5000 85 ‘f///////A\\\¥_Uq
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 Docosane, 11-decyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.68 4.73 ng 303100 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane. 1l1-decvl- 451 C32H66 055401-55-3 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2483 (17.677 min): BG044065.D (-2481) (-) m/z 57.10 100.00%
g7
85
5000
113 17.40 17.60 17.80 18.00
141 16 - - - -
ol 38 L b Ay 24 260, 211 240264 206 323 351 319 | 100 71, 16%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LR BRI DU BN U
17.40 17.60 17.80 18.00
113 m/z 43.10 62.25%
o 29 | MHL‘M | 717 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
85 17.40 17.60 17.80 18.00
5000 m/z 85.10 59.62%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #227195: Docosane, 11-decyl- R RARRA RS
57 17.40 17.60 17.80 18.00
m/z 55.10 26.57%
5000 85 /L
113
N LM 141 160 197 225 253 280,379 336 364 302
m/z--> 50 100 150 200 250 300 350 ' 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 Docosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.76 86.63 ng 5547140 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Heneicosane. 10-methvl- 310 C22H46 013287-25-7 87
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 87
4 Tridecane 184 C13H28 000629-50-5 74
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2497 (17.760 min): BG044065.D (-2494) (-) m/z 57.10 100.00%
57
85
5000
113 17.40 17.60 17.80 18.00
141 : : : :
o34l 'I, L. 182 211238 267 309 350 408 | sz 71,10  76.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57
5000 85 LN PR BN UL I
17.40 17.60 17.80 18.00
113 m/z 43.10 63.83%
0 ‘ H\ whw ‘\‘ H‘ \‘ 1?1 | 1 163 L 2:!-1 239 267 3]\-0
m/z--> éo 160 1éo 260 2éo 360 3éo 460
Abundance
57
17.40 17.60 17.80 18.00
5000 85 m/z 85.10 55.63%
154
29 113 182
0 211 239 281 310
m/z--> éo 160 1éo 260 2%0 360 3éo 460
Abundance #152416: Tridecane, 1-iodo- T
57 17.40 17.60 17.80 18.00
m/z 55.10 24 .61%
5000 85
28
0 \“ I ‘ ] 1]\-3\ 155 1?3 310
miz-> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.22 2.88 ng 184498 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2575 (18.218 min): BG044065.D (-2571) (-) m/z 73.05 100.00%
43 78
5
5000
129
97 213 T
115 171 I I I I
157171185
143 199 | 227,,4,256 18.00 18.20 18.40 18.60
o,”.AUJ$.ﬂ 220 Bl "m/z 43.10 86.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 ©0
5000 129 R U A R B

18.I00 18!20 18.I4O 18!60
m/z 60.10 83.21%

213
143 157171185 199

01

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

43 73

.9 || 31 18.00 18.20 18.40 18.60
5000 m/z 57.10  77.16%
242

129

87
101115 | 143157171185 13,56

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid N e e RRRE R
73 18.00 18.20 18.40 18.60

43 m/z 55.10 65.20%
5
5000 129
29
143157 214

0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 unknown20.72 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.72 6.22 ng 468025 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 38
2 Heneicosane 296 C21H44 000629-94-7 35
3 Octadecane 254 C18H38 000593-45-3 25
4 Hexacosane 366 C26H54 000630-01-3 20
5 2-methyloctacosane 408 C29H60 1000376-72-8 20
Abundance Scan 3001 (20.721 min): BG044065.D (-2994) (-) m/z 57.10 100.00%

133}
~
o)
o
=
~
~

5000 221
s T a0 200 2050 2200
J 183 325 401429 S LD 0.
0,....,....,.‘I.‘l.f,‘.'..‘.,‘l'.'...2?1."...l,....‘,l.?..,..E.,.4.7.5.5,0.5. m/z 43.10 66.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane
57
85
5000 LA L L L L L L LB |
20.40 20.60 20.80 21.00
113 m/z 71.10 62.66%
29 141
NV
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
SV S —
20.40 20.60 20.80 21.00
5000 o m/z 85.10 49.48%
29
. 113141169197205 253 296
RSN R e —
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105884: Octadecane I R L L AR RRERe
20.40 20.60 20.80 21.00
m/z 221.05 43.19%
5000

141169197 225 254
g I I I I
miz—-> 0 50 100 150 200 250 300 350 400 450 500 20.40 20.60 20.80 21.00

2

8270-BG123019.M Fri Jan 17 10:40:31 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 Heneicosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.18 177.80 ng 13381300 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3079 (21.179 min): BG044065.D (-3064) (-) m/z 57.10 100.00%

57
5000

A .1|, L7790, 197 225 253 280 309337 365393 436 | sz 71.10  76.27%

20 80 21. 00 21. 20 21. 40
T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57

5000 85 ORRER e
20.80 21.00 21.20 21.40

m/z 43.10 64 .77%

J“ ‘ | J1}3d141 169 197 225 253 296
B 0 10 O i L R —
mz-> 0 50 100 150 200 250 300 350 400
Abundance
57

20 80 21. 00 21. 20 21.40

o

5000 85 m/z 85.10 58.38%
113
0 29 141 169 197 225 267 295 365 393
T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- P T T T
57 2080 21. 00 21. 20 21. 40

m/z 55.10 26.42%

5000 P )//\ﬁk\
113
‘ J 770141160 197 239 267 204 323 352

Ok A e e e e Raans LETaMLA SRS AR

m/z--> 0 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40

8270-BG123019.M Fri Jan 17 10:40:31 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.23 10.21 ng 768437 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 n-Heptadecanol-1 256 C17H360 001454-85-9 94
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3088 (21.232 min): BG044065.D (-3085) (-) m/z 83.10 100.00%
55 83
5000 111 //\A\
EEEEE e e e
139 226 21.00 21.20 21.40 21.60
oL LAl L5 (JeBIOL U7252 298 32735 415 | hn/z 55.10  92.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55
5000 LRI UL UM AN B
29 m 21.00 21.20 2140 21.60
m/z 97.10 88 .25%
JL \H ‘\ \ ‘1?9“167 196 74
m/z--> 56 200 250 300 350 400
Abundance
55 83
21,00 21.20 21,40 21.60
5000 11 m/z 43.10 83.75%
29
0 139 168 210 238
m/z--> 50 100 150 200 250 300 350 400
Abundance #95980: 1-Hexadecanol Rma e R
55 21.00 21.20 21.40 21.60
83 m/z 69.10 82 .26%
5000
31 111
m/z--> 50 1& ﬁo M 250 300 350 400 21.00 21.20 21.40 21.60

8270-BG123019.M Fri Jan 17 10:40:32 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 unknown21.28 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.28 2.43 ng 182516 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dispirol2.2.5.0lundecan-4-one. 5... 220 C15H240 1000152-13-8 35
2 (4-FluorophenvD) (5-methvl-2-thio... 287 C14H10FN30S 1000304-13-9 30
3 Benzamide. 4-fluoro-N-(7-methvl-... 287 C14H10FN30S 1000350-88-7 27
4 Benzamide. 2-fluoro-N-(5-methvl-... 287 C14H10FN30S 1000350-88-1 27
5 Benzamide, 4-fluoro-N-(5-methyl-._.__. 287 C14H10FN30S 1000350-88-6 25
Abundance Scan 3096 (21.279 min): BG044065.D (-3094) (-) m/z 95.10 100.00%
123149
5000 o7
39 2100 21.20 21.40 21.60
(o} m/z 149.10 94 .98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #77578: Dispiro[2.2.5.0]undecan-4-one, 5,5-diethyl-
123
81 152
41
5000 191 LU AN BRI BN B
21.00 21.20 21.40 21.60
m/z 123.10 92.11%
‘ “ 220
0 NM”MM“““Jﬁ"|”"|'”'|'”'|'”'|'”'|'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
123
95 U AN BRI BN B
21.00 21.20 21.40 21.60
5000 102 287 m/z 109.10 83.83%
39 65
o 166 244
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #133392: Benzamide, 4-fluoro-N-(7-methyl-2H-[1,2,4]thiadia... A EEEEE RS
123 21.00 21.20 21.40 21.60
95 m/z 163.10 69.37%
5000
SN A Y
it R R
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60

8270-BG123019.M Fri Jan 17 10:40:32 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 14 Sulfurous acid, 2-propyl te... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.38 3.84 ng 288833 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
2 Hexacosane 366 C26H54 000630-01-3 52
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 50
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 50
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 49
Abundance Scan 3283 (22.378 min): BG044065.D (-3278) (-) m/z 57.10 100.00%

57
5000

22. OO 22 20 22. 40 22. 60

147 106221049 281 325355 401429 503

O pdh m/z 71.10 71.94%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
71
5000 | BRI BNLENLL L LB LB BB B

22.00 22.20 22.40 22.60
m/z 43.10 71.67%

oLt 125 168197 231 261
.., - T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

57

22. OO 22 20 22. 40 22.60

5000 85 m/z 85.10 50.05%
29
. 113141160197 225253 205323 367
RS TS N Wm0 -Tt Mk M L ——
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #38349: Decane, 3,8-dimethyl- T T
57 22100 22.20 2240 22.60

m/z 55.10 38.47%

85
5000
J 113141
| || | 170

L M. S

m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60

8270-BG123019.M Fri Jan 17 10:40:33 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 15 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.46 113.53 ng 8544080 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3297 (22.460 min): BG044065.D (-3286) (-) m/z 57.10 100.00%
57
85
5000
I ﬂ113 141 169 197 225 253 280 309 351 393 450 2220 22.40 2260 2280
Ol b d Ly 29197225258 280 309 351 898 480 | nyz 71.10 73.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85
5000 R UL SULRULN UL B
22,20 22.40 22.60 22.80
- 13 m/z 43.10 59.87%
0 \‘ A ‘ H\ h h‘ u‘ \ \1\169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
| 22.20 22.40 22.60 22.80
5000 85 m/z 85.10 55.65%
o 13 141 160 197 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane e e
57 22.20 22.40 22.60 22.80
m/z 55.10 22.72%
5000 85
29 113 141
o |77, 169 197 225 253 281 309 337 380
m/z--> 55 100 1%0 260 250 300 350 400 450 2220 22.40 22.60 22.80

8270-BG123019.M Fri Jan 17 10:40:33 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 16 Heptadecane, 2,6,10,15-tetr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
23.04 2.55 ng 192277 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane 310 C22H46 000629-97-0 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3396 (23.042 min): BG044065.D (-3392) (-) m/z 57.10 100.00%
57
85
5000 \in}\“f/\/
] | ||1||13 141 183 211 239263285 325 356 429 2280 23.00 23.20 2340
O m/z 71.10 69.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L BUURILE BN BURILLN B
22. 80 23. oo 23 20 23. 40
113 m/z 43.10 59.19%
0 4 h “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> 100 1%0 260 2%0 360 3%0 460
Abundance
57
2280 23.00 23.20 23.40
5000 85 m/z 85.10 55.12%
0 13 141 143 211 239 267 296
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #175558: Tetracosane s EREEsEEEE
57 22.80 23.00 23.20 23.40
m/z 55.10 24 _.67%
85
5000
o33l L 4\141 169 197 225 253 281 309 33
m/z--> 5'0 1(')0 150 2(')0 250 300 350 400 22. 80 23. 00 23 20 23. 40

8270-BG123019.M Fri Jan 17 10:40:34 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 17 Squalene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.23 3.09 ng 230021 Perylene-d12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 50
2 8-Chloro-1-octanol. benzvldimeth... 312 C17H29CIOSi 1000375-56-9 50
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 43
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 43
5 (-+/-.)-Lavandulol, chlorodifluo... 266 C12H17CIF202 1000376-22-9 43
Abundance Scan 3428 (23.230 min): BG044065.D (-3423) (-) m/z 69.10 100.00%
69
41 g5 147 221 B s ST
121 281 355 429 23.00 23.20 23.40 23.60
- \ Ly M.Jﬁ AR L 221 | 3B/ A S8 "m/z 81.10 56.77%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215927: Squalene
69
5000 LR UM B AL A
a1 23.00 23.20 23.40 23.60
m/z 73.10 24 _.81%
o L Hu h‘ﬂ\ 175203231 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
2300 23.20 23.40 23.60
5000 m/z 41.10 24 _.11%
123
0 a1 95 7149 09 oo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... LB e
69 23.00 23.20 23.40 23.60
m/z 147 .00 22 .10%
50001 41
11136
ol d L hfidofy ) 161192 231 273 315341 384
m/z--> 5'0 100 1&1,0 200 250 300 350 400 450 500 23.00 23.20 23.40 23.60

8270-BG123019.M Fri Jan 17 10:40:34 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 18 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.82 3.93 ng 292854 Perylene-di12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C16H34 000544-76-3 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3528 (23.817 min): BG044065.D (-3524) (-) m/z 57.10 100.00%
57
85
5000
113 ' 23.60 23.80 24.00 24.20
141 207
ol AL LT 260 207 235258 284 311 339 369 420 | 171710 73,070
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LR BRI I SULIE B
23.60 23.80 24.00 24.20
m/z 43.10 59.70%
0 29 Iy h\ Wi ‘1‘39 107 225 283 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
' 23.60 23.80 24.00 24.20
5000 85 m/z 85.10 53.68%
L2 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R RRERERA S e
57 23.60 23.80 24.00 24.20
m/z 55.10 25.17%
5000 85
29
old ‘ || | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20

8270-BG123019.M Fri Jan 17 10:40:35 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 19 2-methylhexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.02 42 .84 ng 3192950 Perylene-di12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 2-methylhexacosane 380 C27H56 1000376-72-7 91
Abundance Scan 3563 (24.023 min): BG044065.D (-3550) (-) m/z 57.10 100.00%
g7
85
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—h
3 I ﬂ113 i 169 197217239250281 309 337 365 393 23.80 21.00 24.20 24.40
ol A R 4 7, T 97217 239259 281 309 337 365 393 m/z 71.10 73.93%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R AR AL AL
23.80 24.00 24.20 24.40
m/z 43.10 58.71%
29 113
0 \‘ Jl h H\ I h‘ H‘ l 1ﬁ1 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 '
Abundance
57
2380 24.00 24,20 24,40
5000 85 m/z 85.10 54 _.93%
oL 37 13 141 169 197 239 267 204 323 352
HELELLE UL UL SR UL UL SRR BN
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R RN R
57 23.80 24.00 24.20 24.40
m/z 55.10 22 .44%
5000 85
. 29 } | “1ﬁ3J141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 23.80 24.00 24.20 24.40

8270-BG123019.M Fri Jan 17 10:40:35 2020

Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044065.D

Aca On : 16 Jan 2020 12:45

Operator :© JU

Sample : L1125-03

Misc :

ALS Vial : 5 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 20 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.90 20.23 ng 1508040 Perylene-di12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3882 (25.897 min): BG044065.D (-3866) (-) m/z 57.10 100.00%
57
85
5000
S N R S SN
113 141 169 197221 281 25.60 25.80 26.00 26.20
o34 .-.'.J.“, Lol S0 AT 252 T 909 395 402430 1 Tz 71.10  70.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 SRR USRS
25. 60 25 80 26. oo 26.20
113 m/z 85.10 55.72%
oL 22 G [F 100 107 225 267 295 365 303
m/z--> 55 160 1%0 200 250 360 3%0 460
Abundance
57
25.60 25.80 26.00 26.20
5000 85 m/z 43.10 53.65%
SR R Wit AT DL TR T B— »ML
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R e R B
57 25.60 25.80 26.00 26.20
m/z 55.10 20.89%
85
29 113
oL | || 177,141 169 107 225 253 206
m/z--> 55 160 1%0 260 250 360 3%0 460 2560 2580 2600 2620 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011620\
Data File : BG044065.D

Acq On : 16 Jan 2020 12:45

Operator : JU

Sample : L1125-03

Misc :

ALS Vial : 5 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... 3.12 30.8 ng 899065 1 7.94 584652 20.0
2-Pentanone, 4-hy... 5.05 13.2 ng 384849 1 7.94 584652 20.0
unknown7 .48 7.48 64.3 ng 1878900 1 7.94 584652 20.0
2-methyloctacosane 17.53 9.1 ng 582533 4 17.32 1280620 20.0
Docosane, 1l-decyl- 17.68 4.7 ng 303100 4 17.32 1280620 20.0
Docosane 17.76 86.6 ng 5547140 4 17.32 1280620 20.0
n-Hexadecanoic acid 18.22 2.9 ng 184498 4 17.32 1280620 20.0
unknown20.72 20.72 6.2 ng 468025 5 21.57 1505210 20.0
Heneicosane 21.18 177.8 ng 13381300 5 21.57 1505210 20.0
Cyclohexadecane 21.23 10.2 ng 768437 5 21.57 1505210 20.0
unknown21 .28 21.28 2.4 ng 182516 5 21.57 1505210 20.0
Sulfurous acid, 2... 22.38 3.8 ng 288833 5 21.57 1505210 20.0
Heptacosane 22.46 113.5 ng 8544080 5 21.57 1505210 20.0
Heptadecane, 2,6,... 23.04 2.5 ng 192277 5 21.57 1505210 20.0
Squalene 23.23 3.1 ng 230021 6 24.68 1490690 20.0
Hexacosane 23.82 3.9 ng 292854 6 24.68 1490690 20.0
2-methylhexacosane 24.02 42.8 ng 3192950 6 24.68 1490690 20.0
Tetracosane 25.90 20.2 ng 1508040 6 24.68 1490690 20.0
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