LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 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-BG092519 .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 3.171 7 14 22 rBv2 266174 641937 11.34% 2.172%
2 3.247 22 27 42 rVB 792996 1378481 24.35% 4.664%
3 5.644 429 435 448 rBV 743457 1233777 21.79% 4.174%
4 7.231 697 705 718 rBV2 514894 1041924 18.40% 3.525%
5 7.601 760 768 779 rBV 1141940 1988111 35.12% 6.726%
6 8.059 840 846 853 rBV 226195 385603 6.81% 1.305%
7 8.388 893 902 910 rBV 766491 1365587 24.12% 4.620%
8 9.223 1035 1044 1054 rBVY 676181 1250261 22.08% 4_.230%
9 10.868 1316 1324 1336 rVB 273837 509647 9.00% 1.724%
10 11.773 1470 1478 1483 rBvV 34461 71914 1.27% 0.243%

11 13.306 1730 1739 1750 rBV 1913590 2955887 52.21% 10.001%
12 14.129 1870 1879 1887 rBV 279602 407966 7.21% 1.380%
13 14.217 1889 1894 1899 rVB2 67172 97109 1.72% 0.329%
14 14.681 1959 1973 1982 rBV 484403 785963 13.88% 2.659%
15 16.167 2216 2226 2235 rBV 1914253 2929625 51.75% 9.912%

16 17.425 2433 2440 2451 rBV 639894 1002997 17.72% 3.393%
17 18.318 2586 2592 2606 rBV 534005 729491 12.88% 2.468%
18 19.581 2802 2807 2819 rBV 166371 249248 4._.40% 0.843%
19 20.033 2877 2884 2890 rBV 4238518 5661630 100.00% 19.155%
20 21.338 3101 3106 3117 rBV 350954 717933 12.68% 2.429%

21 21.690 3160 3166 3173 rBV 743195 1215601 21.47% 4.113%
22 21.884 3195 3199 3203 rBV 71815 103547 1.83% 0.350%
23 22.495 3298 3303 3307 rBV2 119688 180091 3.18% 0.609%
24 23.189 3415 3421 3429 rVB 156519 283937 5.02% 0.961%
25 23.999 3552 3559 3566 rVB 162596 345549 6.10% 1.169%

26 24.910 3704 3714 3730 rVB2 457059 1628753 28.77% 5.511%
27 26.079 3904 3913 3923 rBV5 110204 334872 5.91% 1.133%
28 27.431 4138 4143 4144 rBvV4 35784 59159 1.04% 0.200%

Sum of corrected areas: 29556600
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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: BG043044.D
4000000

3000000

2000000

7.60

10000001 3 o5 564 8.39 020

7.23
B.17 8.06 10.87
11. 77

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043044.D

4000000 20,03

3000000

2000000{ 13.31 16.17

1000000 21.69

17.42

14-122 J\ 19.58 b1gs  22.50

O—"r 1t T T T T T T T T T T T R P T T T T T e T R T T T T T T T T e [ T T [ T T

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: BG043044.D

4000000
3000000
2000000

1000000
24.91
23.19 24.00 /\ 26.08
s 27.43

ST T T T T T T T T e T T T T T T T T e R T 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

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\

Data Path :

Data File : BG043044.D

Aca On - 5 Oct 2019 1:17
Operator : JU

Sample - K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

C:\Database\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1 1-Pentene, 2-methyl- Concentration Rank 4

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

3.17 33.30 ng 641937 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 95
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 53
4 1-Hexene 84 C6H12 000592-41-6 53
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47

Abundance Scan 14 (3.171 min): BG043044.D (-7) (-) m/z 56.10 100.00%
56
84
41
5000
69
3.20 3.30 3.40 3.50 3.60
SN | Y| Y U — 0] 72 3 m/z 84.05 65.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1455: Cyclohexane
56 84
5000 4t HRA AN AR AR IS A
69 3.20 3.30 3.40 3.50 3.60
- m/z 41.05 55.14%
15 |‘ 1l
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
s %
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 40.48%
27 69 g4
15
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1494: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 26 .08%
41
5000 69
L
15,“;‘,‘,‘,,, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

3.25 71.50 ng 1378480 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 27 (3.247 min): BG043044.D (-22) (-) m/z 73.10 100.00%
7B T
5000 43
i‘ | 172 355 3.20 3.30 3.40 3.50 3.60 3.70
S P 0 D . A /N - m/z 43.10 39.53%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60 3.70
m/z 55.10 29.95%
ﬁ_Jhﬁj'J'll"' L DL UL S SRR S
m/z--> 50 100 150 200 250 300 350
Abundance
73
41 3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 87.10 27 .79%
15 97
m/z--> " 50 100 150 200 250 300 350
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60 3.70
m/z 41.10 11.78%
5000 87 M
1'2'A'l|5"9"" L U UL S SRR B LRI VRN AR U IR RN A
m/z--> 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.60 Concentration Rank 1

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

7.60 103.12 ng 1988110 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 768 (7.601 min): BG043044.D (-760) (-) m/z 132.00 100.00%
132
5000 68
96 R IR R L
40 o1 355 7.20 7.40 7.60 7.80 8.00
—r— e e oo m/z 68.10 43.68%
m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 S I I L
7.20 7.40 7.60 7.80 8.00
70 m/z 134.00 33.58%
31 5
"J'W!J"'l""l" RSN UL SR UL B
m/z--> 50 100 150 200 250 300 350
Abundance
132
69 R I I L
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.74%
31 51
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- ,f.\. R EEmammE
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.14%
5000
15 .39 O 8%
m/z--> 50 100 150 200 250 300 350 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 3-tert-Butyl-4-hydroxyanisole Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.22 2.47 ng 97109 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 60
2 Phenol. 3-(l1l.1-dimethvlethvI)-4-_.__. 180 C11H1602 000088-32-4 58
3 3-Buten-2-one. 4-(4-chlorophenvl)- 180 C10H9CIO 003160-40-5 53
4 N-Ethvl-2-methvl-4-nitroaniline 180 C9H12N202 088374-25-8 53
5 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 52

Abundance Scan 1895 (14.223 min): BG043044.D (-1889) (-) m/z 165.00 100.00%
145
57
5000 180
137 L O A S \
91 109123 193,05 221 536 13.80 14.00 14.20 14.40 14.60
m/z 57.10 56.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45446: 3-tert-Butyl-4-hydroxyanisole
165
137
5000 180
13.80 14.00 14.20 14.40 14.60
77 m/z 180.10 44 . 44%
15 27 4153 65 /7 %1 105 124 | 150
- | L .Ill' m I"I"'III b I.IIIIIII up el w || e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
165
13.80 14.00 14.20 14.40 14.60
5000 137 180 m/z 41.10 23.87%
150
107
27 4153 65 77 91 124
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45391: 3-Buten-2-one, 4-(4-chlorophenyl)-
165 13.80 14.00 14.20 14.40 14.60
m/z 137.10 23.27%
180
5000 137
102
43
1527 ) 637 g7 | 115 | 1ag I
m/z--> 20 40 60 50 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.32 14.55 ng 729491 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2592 (18.318 min): BG043044.D (-2586) (-) m/z 73.10 100.00%

3 1
5
5000 129
213
97 115 157171185 256
143 199

227 18.00 18.20 18.40 18.60
24 282 m/z 60.10 88.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LB I

18:00 18.20 18.40 18.60
m/z 43.10  88.24%

213
J 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

73
R E e A N S
43 57 mmmmmmmm
5000 29 129 m/z 55.10 73.11%
87 15 ah 214
101 143157 | 185
Wmmmﬁwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R N e AR S o
4 | 73 18 00 18. 20 18. 40 18 60
5 m/z 57.05 72.76%
5000 129
29
199
LJ‘\' 143157171185 242
15
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\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.58 4.10 ng 249248 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2807 (19.581 min): BG043044.D (-2802) (-) m/z 43.05 100.00%

5000

:

19.20 19.40 19.60 19.80
m/z 73.10 95.51%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid

8

5000

19.20 19.40 19.60 19.80
m/z 60.05  81.05%

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

g

Abundance
43 73
19.20 19.40 19.60 19.80
5000 129 m/z 55.10 79.07%
199
15
L A e e o o L R e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid R RS BT
0 19.20 19.40 19.60 19.80
m/z 57.10 78.41%
5000 129
157 185 213 256
m/z--> 0 50 150 200 250 300 350 400 450 19. 20 19. 40 19 60 19. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Tricosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.34 11.81 ng 717933 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Cvclotetracosane 336 C24H48 000297-03-0 94
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94

Abundance Scan 3106 (21.338 min): BG043044.D (-3101) (-) m/z 57.10 100.00%

g7
83
5000
111

‘ 129 167 194 224 250 280 325 355 402 21.00 21.20 21.40 21.60
— ,.L. 4 LS, 4250 280 825 355 402 | sz 43.10  88.53%

m/z--> 50 100 150 200 250 300 350 400
Abundance #163016: 1-Tricosene
57 83

5000
111 21.00 21.20 21.40 21.60
m/z 55.10 87.97%

29
| ‘ | | | |*39, 169 196 224 2 2% 322
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—

83 21.00 21.20 21.40 21.60
5000 m/z 83.10 76.82%
111
29
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester LB BLELEL L B B o B e e
57 21. 00 21. 20 21. 40 21 60
83 m/z 69.10 65.85%
5000 111
29 ‘ ‘ 139 82 210
A L lH. e o - - N
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\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.50 2.96 ng 180091 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Docosane 310 C22H46 000629-97-0 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3304 (22.501 min): BG043044.D (-3298) (-) m/z 57.05 100.00%
57
5000 85
113 141 443 339 22.20 22.40 22.60 22.80
3 .i.” L laoi, 227252 261 399 869 402420 | 757 71.10 56.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000
85 22.20 22.40 22.60 22.80
29 m/z 43.10 51.70%
| J | 118 141 169 197 205 253 282
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance
57
22120 22,40 22.60 22.80
5000 a5 m/z 85.10 43.08%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #202661: Heptacosane
57 22.20 22.40 22.60 22.80
m/z 55.10 26.47%
5000 85
29 113 141
[ |7y, 14 169 197 225 253 281 309 337 380

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.19 4_.67 ng 283937 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3421 (23.189 min): BG043044.D (-3415) (-) m/z 57.10 100.00%

g7
5000 85

113 9141 169 22 80 23.00 23.20 23.40 23.60
197221 253 295 324 357 401 458
...,u..i....,....,”.. s set 87 A B8 m/z 43.10 62.51%

m/z--> 50 150 200 250 300 350 400 450
Abundance #164579: Tricosane

5000 T T T T T T T T T T T
22. 80 23. 00 23 20 23. 40 23. 60

m/z 71.10 59.72%

113 141 169 197 225 253 g1 324
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57

22.80 23.00 23.20 23.40 23.60

-

5000 m/z 85.05 47.92%
85
29 113 141 169
197 225 253 280 309 351 379 407 436
I A o o o B e e L HLA B e e o e e e R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57 22.80 23.00 23.20 23.40 23.60

m/z 55.10 24 .71%

5000 85
29 113
| |77 141 169 197 225 253 281 309 338

!

m/z--> 50 100 150 200 250 300 350 400 450 22. 80 23. 00 23 20 23. 40 23. 60

8270-BG092519.M Mon Oct 07 18:36:38 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .00 4.24 ng 345549 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 89
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86

Abundance Scan 3559 (23.999 min): BG043044.D (-3552) (-) m/z 57.10 100.00%

5000 85

_;:;:;::::::,

oA
LI B O I O B

23.60 23.80 24.00 24.20 24.40

155 183 207 239 281
...,..:1|11135 239 Alsos L M6 h7r 43.10  60.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane

-

5000 T T T T T T
23 60 23 80 24. OO 24 20 24. 40

m/z 71.10 59.01%

113 141 169 197 225 253 281 310

m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R L RBARSEEL S
23.60 23.80 24.00 24.20 24.40
5000 o m/z 85.10 46.79%
29
113 141 169 197 225 253 281 309 337 365 394
T e e o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 24 .41%
5000 85
113 141
20| | || 7] 241 169 197 225 253 281 309 337 365 393 422
e B e e e e e
m/z--> 50 100 150 200 250 300 350 400 2360 23.80 24.00 24.20 24.40

8270-BG092519.M Mon Oct 07 18:36:39 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043044.D

Aca On : 5 Oct 2019 1:17

Operator :© JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 12 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.08 4_.11 ng 334872 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 3913 (26.079 min): BG043044.D (-3904) (-) m/z 57.10 100.00%
g7
5000 85
141 169 209 25.80 26.00 26.20 26.40
.?.,.m 239 266 329 358 401 429 n/z 71.05 64 68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57
5000 85
25.80 26.00 26.20 26.40
m/z 43.10 53.81%
2 1113 141 169 197 225 253 281 310
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance
57
' 25.80 26.00 26,20 26.40
5000 85 m/z 85.05 50.93%
29 113 141 160 197 225 253 205 323 367
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance #129493: Eicosane
57 25.80 26.00 26.20 26.40
m/z 55.05 28.28%
5000 85
- 282
113 141 169 197
.‘.‘.“J. Jluu‘.l‘l“.luuiuilfzujzus‘.zs?...|....|....|.... B s mEsRE R
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40

8270-BG092519.M Mon Oct 07 18:36:40 2019 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100419\
Data File : BG043044.D

Acq On : 5 Oct 2019 1:17

Operator : JU

Sample : K5154-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.17 33.3 ng 641937 1 8.07 385603 20.0
Butane, 2-methoxy... 3.25 71.5 ng 1378480 1 8.07 385603 20.0
unknown? .60 7.60 103.1 ng 1988110 1 8.07 385603 20.0
3-tert-Butyl-4-hy... 14.22 2.5 ng 97109 3 14.68 785963 20.0
n-Hexadecanoic acid 18.32 14.6 ng 729491 4 17.42 1003000 20.0
Octadecanoic acid 19.58 4.1 ng 249248 5 21.69 1215600 20.0
1-Tricosene 21.34 11.8 ng 717933 5 21.69 1215600 20.0
Eicosane 22.50 3.0 ng 180091 5 21.69 1215600 20.0
Tricosane 23.19 4.7 ng 283937 5 21.69 1215600 20.0
Docosane 24.00 4.2 ng 345549 6 24.91 1628750 20.0
Hexacosane 26.08 4.1 ng 334872 6 24.91 1628750 20.0
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