LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 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-BG042319.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 3.135 3 8 17 rBvV 376415 687194 21.75% 3.263%
2 3.211 17 21 34 rvVB 182004 268645 8.50% 1.276%
3 5.661 431 438 449 rBV 747116 1194657 37.81% 5.673%
4 7.265 702 711 724 rBV 828885 1445268 45.75% 6.862%
5 7.653 768 777 788 rVB 768767 1307034 41.37% 6.206%
6 8.129 851 858 870 rVB 173381 313038 9.91% 1.486%
7 8.452 905 913 920 rVB 502693 841218 26.63% 3.994%
8 8.752 957 964 974 rBV5 18066 36997 1.17% 0.176%
9 9.304 1048 1058 1065 rBV 478231 856785 27.12% 4.068%
10 10.949 1326 1338 1352 rVvv 229313 426069 13.49% 2.023%
11 11.067 1352 1358 1363 rVB4 23602 42403 1.34% 0.201%
12 11.819 1482 1486 1496 rVB5 17913 33100 1.05% 0.157%
13 11.919 1498 1503 1508 rvB2 28893 46319 1.47% 0.220%

14 13.382 1745 1752 1758 rBV 1303362 1964589 62.18% 9.328%
15 14.198 1883 1891 1896 rBV 215332 323224 10.23% 1.535%

16 14.757 1980 1986 1994 rVB2 426428 682766 21.61% 3.242%

17 15.961 2186 2191 2195 rVB3 20699 34192 1.08% 0.162%
18 16.243 2232 2239 2247 rBV 1334771 2009350 63.60% 9.541%
19 16.437 2268 2272 2278 rBV2 34162 53980 1.71% 0.256%

20 17.500 2448 2453 2465 rVB2 613856 920102 29.12% 4_.369%

21 18.358 2593 2599 2606 rBV2 330917 488417 15.46% 2.319%
22 19.622 2809 2814 2825 rBV 231527 368953 11.68% 1.752%
23 20.097 2889 2895 2904 rBV 2475576 3159366 100.00% 15.001%
24 21.378 3109 3113 3121 rBV 78012 143719 4 _55% 0.682%
25 21.784 3171 3182 3189 rBV2 630616 1098190 34.76% 5.214%

26 21.936 3204 3208 3214 rVB 47141 61997 1.96% 0.294%
27 22.559 3307 3314 3319 rBV 72841 124318 3.93% 0.590%
28 23.270 3429 3435 3443 rBV2 108747 206657 6.54% 0.981%
29 24.105 3570 3577 3584 rVvB2 117355 257424 8.15% 1.222%
30 25.127 3737 3751 3763 rBV2 372394 1315307 41.63% 6.245%

31 26.261 3935 3944 3954 rBV3 69922 216141 6.84% 1.026%
32 27.671 4177 4184 4197 rVB6 37201 133036 4.21% 0.632%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 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\HPCHEM1\BNA G\METHODS\8270-BG042319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 21060455
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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: BG040918.D

2000000
1500000

1000000 ,
5.66 727 7 65

500000} 13 8.45 9.30

21 8.13 10.95
8.75 J{\l 07 11892

S L T R o L e L oL Sy S N S

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG040918.D

20110

2000000

1500000 13.38 16.24

1000000

14.20 19.62
21.38 22.56
15.96J \16.44 1.94

(0 L L o e e e L I L ey i e B R B S

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: BG040918.D

2000000

1500000

1000000

500000 2513

23}.\ 27 Zj.\l‘o 29.\ 26 27.67

e R EREEEE e e e R ERRRREE S RS e e e N ARERRABRBERE

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\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 4

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

3.21 17.16 ng 268645 1,4-Dichlorobenzene-d4 8.13
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 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 21 (3.211 min): BG040918.D (-17) (-) m/z 73.00 100.00%
7B
5000 43
| 134 921 471 3.20 3.30 3.40 3.50 3.60
o P e e m/z 43.00 39.65%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 LR AR NN AR UL IR
43 3.20 3.30 3.40 3.50 3.60
m/z 87.10 27.57%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

-

3.20 3.30 3.40 3.50 3.60

5000 41 m/z 55.05 26.23%
\H‘.I 97 129
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 45.00 11.70%
5000 87
B I B N
m/z--> 0 50 100 150 200 250 300 350 400 450 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\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 unknown7.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.65 83.51 ng 1307030 1,4-Dichlorobenzene-d4 8.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13
Abundance Scan 776 (7.647 min): BG040918.D (-768) (-) m/z 132.00 100.00%

5000 68
96 U UL L LR
40 54 o2 7.40 7.60 7.80 8.00
2 e rereoe, .| m/z 68.00 50.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A

7.40 7.60 7.80 8.00
m/z 66.00 34.08%

31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
e
7.40 7.60 7.80 8.00
5000 97 m/z 134.00 32.47%
31 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14503: 1H-Benzimidazole, 2-methyl- R N mmmas ma
132 7.40 7.60 7.80 8.00
m/z 69.00 21.35%
5000
63 90104
}ﬁ.”%?w.ﬂn.“m.“”.....”.“”..”..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Tetradecane Concentration Rank 11

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

8.75 2.36 ng 36997 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 64
2 Decane. 2-methvl- 156 C11H24 006975-98-0 64
3 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 64
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 59
5 Octane, 2-methyl- 128 C9H20 003221-61-2 59

Abundance Scan 964 (8.752 min): BG040918.D (-957) (-) m/z 43.05 100.00%
57
5000 71
85 e o L
| glg 11|2 141 840 860 8.80 9.00
e m/z 57.05 89.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
a3
71
5000
85 8.40 8.60 8.80 9.00
29 m/z 41.00 59.88%
99 113 127 141 155 169 198
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #28427: Decane, 2-methyl-
43 57
71
8.40 8.60 8.80 9.00
5000 m/z 71.10 42 .91%
85
29 ‘ ‘ g9 112
I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19178: Octane, 2,7-dimethyl-
43 57 8.40 8.60 8.80 9.00
m/z 85.10 22.97%
5000
71
29 85 99
T |'U "“t "d‘l"M"I"""I'%%l'l%%7"%4?"' [rrrrfrrr]
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.17 ng 46319 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 59
2 Dodecane 170 C12H26 000112-40-3 53
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 53
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 53
5 Hexatriacontane 507 C36H74 000630-06-8 50
Abundance Scan 1503 (11.919 min): BG040918.D (-1498) (-) m/z 57.05 100.00%
57
5000
13 1160 11.80 12,00 12.20
4 154 : . :
—_— ,-.«JLL,J.. 35 Tw/z 43.00 60.82%
m/z--> 50 100 150 200 250 300
Abundance #71396: Pentadecane
57
85
5000 L UL BN SN SULR

I T I
11.60 11.80 12.00 12.20

29 m/z 71.00 46.33%
[L) |8 e e 22
A

T
m/z--> 50 100 150

| T
200 250 300

Abundance #38318: Dodecane
57
11.60 11.80 12.00 12.20
5000 m/z 41.05 41.96%
85
29
[ |8 10
I 1 i |
T I LA A e o oo e e e e e BLAN B e s e o e e |
m/z--> 50 100 150 200 250 300
Abundance #19170: Nonane, 3-methyl- R R B R mA
57 11.60 11.80 12.00 12.20
m/z 56.00 21.49%
5000 29
113
\.M 0 .-
m/z--> 50 100 150 200 250 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.36 10.62 ng 488417 Phenanthrene-d10 17.50
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2599 (18.358 min): BG040918.D (-2593) (-) m/z 73.00 100.00%
43 |78
5000 ]\N*‘
18,00 18.20 1840 1860
m/z 60.00 96.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
5000 129 AUV AR AR B
83 mmmmmmmm
157 1g5 213 256 m/z 43.10 89.11%
“I'lll"l'l'l'l"'ll'"'I""I""I""I"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72643: Tridecanoic acid
43 | B
18.00 18.20 18.40 18.60
5000 129 m/z 55.05 79 .45Y%
171
97 214
15| |l
m/z--> 55 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid
43 |78 18.00 18.20 18.40 18.60
m/z 40.95 73.55%
5000 129
97 199
h 157 { 242
}§'l| “FN” 'A'P"'M""I""I""I'"'I"
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.62 8.02 ng 368953 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68

Abundance Scan 2814 (19.622 min): BG040918.D (-2809) (-) m/z 43.05 100.00%

73

5000

-

19.40 19.60 19.80 20.00
m/z 72.95  92.75%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid

-

5000
19.40 19.60 19.80 20.00

m/z 57.10 80.58%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid
43 73

:

19.40 19.60 19.80 20.00
m/z 59.95  78.13%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid R RS L L
73 19.40 19.60 19.80 20.00
43 m/z 55.00 74 .18%
5000 129
185 228
IECAN
m/z--> 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Oxalic acid, allyl octadecy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.38 2.62 ng 143719 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 91
2 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 87
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 87
5 1-Tricosene 322 C23H46 018835-32-0 83
Abundance Scan 3113 (21.378 min): BG040918.D (-3109) (-) m/z 57.10 100.00%
83
5000
111
3 140 182 205 267 21.00 21.20 21.40 21.60
bt TR 2060 e BT "m/z 43.00 81.32%
m/z--> 50 100 150 200 250 300 350
Abundance #203464: Oxalic acid, allyl octadecyl ester
41
5000 LIRS SUNIE DU
7 21.00 21.20 21.40 21.60
97 m/z 54.95 72.12%
Il 1_1“ .|“ .I. 125 153 297
m/z--> 50 100 150 200 250 300 350
Abundance #164026: 1-Hexadecanesulfonyl chloride
57
8 21,00 21.20 21.40 21.60
5000 111 m/z 41.00 59.42%
29
139
\‘ A [ “ I h I 197 | 1196 2%4 25327\1289307325
m/z--> 50 100 150 200 250 300 350
Abundance #211266: Oxalic acid, isobutyl octadecy! ester  E i o a s B L S
57 21.00 21.20 21.40 21.60
m/z 83.05 58.64%
5000
29 83
LI v o0 e
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22 .56 2.26 ng 124318 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Tricosane 324 C23H48 000638-67-5 89
3 Heneicosane 296 C21H44 000629-94-7 87
4 Nonadecane 268 C19H40 000629-92-5 74
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 3314 (22.559 min): BG040918.D (-3307) (-) m/z 57.00 100.00%
57
5000 J 85
127 155177 208 22.20 22.40 22.60 22.80
|, l | oalonrr 200 243267 205 341 429 T3 05 62860
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
5000 NN LR
85 22.20 22.40 22.60 22.80
29 m/z 71.05 53.84%
| J L. J113 141 1169 197 226
m/z--> 55 100 150 260 250 360 3%0 460
Abundance #164579: Tricosane
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 48.25%
PLLL LT 0 100 297 225 55 g %!
m/z--> 55 100 1%0 260 250 360 3%0 460
Abundance #141426: Heneicosane
57 22.20 22.40 22.60 22.80
m/z 55.00 25.39%
85
5000
29 113
Tl L] J 141 169 197 225 253 296
m/z--> % 1m ﬁo ﬁ 250 ﬁo w)4m nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.27 3.76 ng 206657 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 3435 (23.270 min): BG040918.D (-3429) (-) m/z 57.05 100.00%
57
5000
% | 23.00 23.20 2340 23.60
41 197 : : : :
,....,....ﬂ,.-'.i.L.,....,....2??..2.95...?5.6..?0?...,..‘??0....,....,... m/z 43.05 74.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane

57

5000
23.00 23.20 23.40 23.60

m/z 71.05 62 .56%

99
26 [ 141 183 225 281 337 394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #141425: Heneicosane
57
23.00 23.20 23.40 23.60
5000 m/z 85.00 42.10%
99
15J | 141 183 225 296
R B o e o o e R e o EARESEE RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 23.00 23.20 23.40 23.60
m/z 55.05 31.89%
5000

97
26 |, 141 183 225 267 309 351 393 435 491 535574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00 23 20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.10 3.91 ng 257424 Perylene-di12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3576 (24.099 min): BG040918.D (-3570) (-) m/z 57.10 100.00%
57
5000 85
| I 118 141 183207 230 281 327 23.80 24.00 24.20 24.40
rT Y

i NG C B LS—— m/z 43.05 73.80%

Jlﬂ
m/z--> 50 100 150 200 250 300 350

Abundance #129492: Eicosane
57
5000
85 23.80 24.00 24.20 24.40
29 m/z 71.10 67.21%
l|J (113 141 169 107 225 253 282
el
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.10 47 .15%
29 113 14
UL L) 77,141 169 197 225 253 281 309 337 380
A A e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 23.80 24.00 24.20 24.40
m/z 55.00 33.53%
5000 85
29
DL M8 141 169 197 225 253 281 309 337 365 394

II‘IIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII Tryrrrr|yrrrryrrrr|rrorr

T
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Decane, 3,8-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.26 3.29 ng 216141 Perylene-di12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 3944 (26.261 min): BG040918.D (-3935) (-) m/z 57.00 100.00%
g7
5000 85
113 26.00 26.20 26.40 26.60
141 169 192 282
AL ee o ose 262 34 hso43.05  57.75%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 TrrTyTrTT T T
85 26.00 26.20 26.40 26.60
29 m/z 71.10 53.31%
| j L 11}3‘141 169 197 225 253 262
m/z--> 50 100 1%0 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57
26.00 26.20 26.40 26.60
5000 85 m/z 85.00 46.34%
| 113 141
T '|'l""|"""J 0 LN UL UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 26.00 26.20 26.40 26.60
m/z 55.05 23.40%
5000 85
29
‘ ] | (M3 141 169 197 225 253 281 309 337 365 394

T
m/z--> 50 100 150 200 250 300 350 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051319\
Data File : BG040918.D

Aca On : 13 May 2019 19:26

Operator : HP/JU

Sample : K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Disulfide, di-tert-dodecyl Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

27 .67 2.02 ng 133036 Perylene-d12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 64
2 Dodecane. l-iodo- 296 C12H251 004292-19-7 53
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 52
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 49
5 Hentriacontane 437 C31H64 000630-04-6 49

Abundance Scan 4184 (27.671 min): BG040918.D (-4177) (-) m/z 57.05 100.00%

g7

5000
251 283 27.40 27.60 27.80 28.00
il m/z 43.05 96.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecyl
57
5000 LI B U N N U N B B

27.40 27.60 27.80 28.00
m/z 71.00 70.29%

169

205 234 374 402

m/z--> 50 100 150 200 250 300 350 400
Abundance #140551: Dodecane, 1-iodo-
57
27.40 27.60 27.80 28.00
5000 o m/z 85.05  49.35%
22 us 169 296
l‘ 1S A l 141 { 197 225
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57 27.40 27.60 27.80 28.00
m/z 99.00 27 .88%
5000 85
113
‘ g 141 183 211 239 267 296

L‘ I‘JJ
|

m/z--> 50 100 150 200 250 300 350 400 27.40 27.60 27.80 28.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051319\
Data File : BG040918.D

Acq On : 13 May 2019 19:26

Operator : HP/JU

Sample - K2823-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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... 3.21 17.2 ng 268645 1 8.13 313038 20.0
unknown7 .65 7.65 83.5 ng 1307030 1 8.13 313038 20.0
Tetradecane 8.75 2.4 ng 36997 1 8.13 313038 20.0
Pentadecane 11.92 2.2 ng 46319 2 10.95 426069 20.0
n-Hexadecanoic acid 18.36 10.6 ng 488417 4 17.50 920102 20.0
Octadecanoic acid 19.62 8.0 ng 368953 4 17.50 920102 20.0
Oxalic acid, ally... 21.38 2.6 ng 143719 5 21.78 1098190 20.0
Hexadecane 22 .56 2.3 ng 124318 5 21.78 1098190 20.0
Octacosane 23.27 3.8 ng 206657 5 21.78 1098190 20.0
Eicosane 24.10 3.9 ng 257424 6 25.13 1315310 20.0
Decane, 3,8-dimet... 26.26 3.3 ng 216141 6 25.13 1315310 20.0
Disulfide, di-ter... 27.67 2.0 ng 133036 6 25.13 1315310 20.0
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