LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 3.155 5 11 23 rvVB 169759 313415 4.78% 0.512%
2 5.070 331 337 347 rVB 256143 394751 6.02% 0.645%
3 5.540 409 417 426 rBVY 1081991 1744189 26.59% 2.848%
4 7.127 678 687 700 rBVY 1146617 2031479 30.97% 3.317%
5 7.497 739 750 759 rBVY 1105619 1935905 29.52% 3.161%
6 7.961 822 829 836 rBV 580801 972837 14.83% 1.589%
7 8.284 874 884 893 rBV 819851 1411783 21.53% 2.305%
8 9.112 1018 1025 1036 rVB 649813 1159426 17.68% 1.893%
9 10.763 1297 1306 1313 rBV 778687 1390427 21.20% 2.271%
10 13.214 1716 1723 1734 rBV 1481322 2254459 34.37% 3.682%

11 14.042 1857 1864 1869 rBV 103454 163360 2.49% 0.267%
12 14.588 1950 1957 1964 rBV2 1195253 1880490 28.67% 3.071%
13 16.075 2203 2210 2217 rBV 1264404 2036120 31.05% 3.325%
14 16.204 2219 2232 2234 rBV3 229703 755137 11.51% 1.233%
15 16.269 2238 2243 2248 rVV3 138986 379648 5.79% 0.620%

16 17.332 2417 2424 2428 rBV 1403970 2150619 32.79% 3.512%
17 17.373 2428 2431 2437 rVV 385124 542459 8.27% 0.886%
18 17.462 2438 2446 2452 rVB 83027 154965 2.36% 0.253%
19 18.208 2569 2573 2576 rBV2 52877 86773 1.32% 0.142%
20 18.255 2578 2581 2586 rVvVv 81867 119850 1.83% 0.196%

21 18.337 2588 2595 2601 rVV5 68674 178408 2.72% 0.291%
22 18.402 2602 2606 2610 rVB3 61149 106866 1.63% 0.175%
23 18.572 2625 2635 2648 rVB6 45081 201099 3.07% 0.328%
24 18.707 2654 2658 2661 rBV2 49863 69728 1.06% 0.114%
25 19.042 2702 2715 2733 rBV2 1531455 6558495 100.00% 10.710%

26 19.165 2733 2736 2743 rVB5 43677 79107 1.21% 0.129%
27 19.383 2763 2773 2788 rVB2 1581905 4039539 61.59% 6.597%
28 19.741 2825 2834 2842 rVB 689019 1172534 17.88% 1.915%
29 19.818 2844 2847 2855 rBV6 40353 98901 1.51% 0.162%
30 19.947 2864 2869 2874 rVB 2190138 2782221 42.42% 4.543%

31 20.323 2921 2933 2943 rBV2 2041350 6193228 94.43% 10.114%
32 21.316 3094 3102 3118 rVB 2121791 5747938 87.64% 9.387%
33 21.580 3139 3147 3152 rBV2 1455642 2758146 42.05% 4._.504%
34 21.627 3152 3155 3160 rVB 206453 301414 4.60% 0.492%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 21.798 3181 3184 3189 rVB 170890 251221 3.83% 0.410%
36 22.456 3282 3296 3306 rBV 1499785 4543363 69.27% 7.419%
37 23.078 3397 3402 3414 rVB 248736 490723 7.48% 0.801%

38 23.789 3517 3523 3532 rVB3 534340 1569030 23.92% 2.562%
39 24.712 3671 3680 3688 rBV2 825807 2215384 33.78% 3.618%

Sum of corrected areas: 61235437
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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: BG043957.D

2000000

1500000

5.54 713 750

1000000
8.28 10.76

- 9.11

500000

15 5,07

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 11.00 1150 1200 1250
Abundance TIC: BG043957.D

19(9520.32 21432

2000000

22.46
19.04+2-38 21.58

1500000{ 13:21 17.33

16.07
14.59

1000000
19.74

o 26.27 Iy W @ e LM
14.04 hlﬂ%ﬁ:m 19.1 : @\J

(O o e B o L B I e e o  LJNLA B e e

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: BG043957.D

2000000

1500000
24.71

1000000 23.79

23.08
500000

O

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\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 10

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

3.15 6.44 ng 313415 1,4-Dichlorobenzene-d4 7.96
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 12
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 10 (3.149 min): BG043957.D (-5) (-) m/z 73.10 100.00%
7B

T

5000
43
3.20 3.30 3.40 3.50 3.60
obrrrr 28 A 88 s A8l ke m/z 43.10  35.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 TT T[T T T T [ TT T T [ TT T T[T T [TT
3.20 3.30 3.40 3.50 3.60
m/z 87.10 24 _72%
o,%ﬁﬂh%ﬁ.wgﬁw”.w””,””“”..”.”..””..”“”w.”w”.w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78

3.20 3.30 3.40 3.50 3.60
5000 55 m/z 55.10 24 _.10%

A

T

ol L 8 112129
,,,,,,, RN LR R SRS RN R a ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.54%
5000 43
58
27
8
0,Jmp.npnnﬁ.w””“.”“”w”.w””“.”“”w.”w””“.”“”w RS R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 8

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

5.07 8.12 ng 394751 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
4 Tetraalvme 222 C10H2205 000143-24-8 25
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23

Abundance Scan 337 (5.070 min): BG043957.D (-331) (-) m/z 43.10 100.00%
43
59
5000
T Tk 500 570 a0
0 ...,....,....,....','.'...?.1..'],....,7.?..f?~.3..,...:,|....1,1..2..,....,....,....1,?.2..,. m/z 59.10 55.95%
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 L UL I UL
59 480 500 520 5.40
m/z 101.00 21.06%
15 4 101
0 il ol 51 .| 83 ,
LA RN IR A KRS AR R ARRRN AR NS BRRAS RALSS SARSS SRR AN SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 5.00 520 540
5000 m/z 58.10 16.63%
29 101
ob B> | Ll 73 83
AR RN IR A KRS AR SR ARRRA AR NS BARAS RALSS SARSS SRR AN SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43 480 5.00 5.20 5.40
m/z 41.05 9.60%
5000
101
31 58
0 \1\ \\H \‘M Il 73 87 117 130
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\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 4

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

7.50 39.80 ng 1935910 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 30
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 751 (7.503 min): BG043957.D (-739) (-) m/z 132.00 100.00%
132
5000 68
40 % J 720 740 7.60 7.80
54 : : : :
o g8 e 27 n/z 68.10 39.12%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

AN
LI L L B e

7.20 7.40 7.60 7.80
m/z 134.00 33.13%

5000

o NN
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
E AR R
7.20 7.40 7.60 7.80
5000 m/z 66.10 25.03%
33 44 o 105
60 ‘
N O O - |
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e e ERaan]
132 7.20 7.40 7.60 7.80
69 m/z 69.10 15.89%
104
5000
31 51
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 Heneicosane, 11-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.20 7.02 ng 755137 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2231 (16.198 min): BG043957.D (-2219) (-) m/z 57.10 100.00%
g7
5000 85 /J////JAVXK\\\\\_
113 15.80 16.00 16.20 16.40 16.60
141
oW LL L 10807 225253281300 17074310 69. 24%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57
5000 85 AU AR
15.80 16.00 16.20 16.40 16.60
29 295 m/z 71.10 68.93%
o - Lt 041 169 107 225 266 “ 323 435
mz> 0 éo 100 1%0 260 250 300 350 400
Abundance #141426: Heneicosane
57
o 15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 47 .81%
29 113
ol L} | || 77,241 160 197 225 253 206
mz> 0 50 100 1%0 200 250 300 350 400
Abundance #141432: Pentadecane, 8-hexyl- R S R
57 15.80 16.00 16.20 16.40 16.60
m/z 41.10 23.20%
5000
29
113 196
NI Y N U FUUNO -, oo
mz-> 0 50 100 150 200 250 300 350 400 15.80 16.00 16,20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 12
R.T. EstConc Area Relative to ISTD R.T.
16.27 3.53 ng 379648 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l-decvl- 451 C32H66 055401-55-3 90
2 Octadecane 254 C18H38 000593-45-3 86
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 62
4 Heptadecane 240 C17H36 000629-78-7 58
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 53
Abundance Scan 2243 (16.269 min): BG043957.D (-2238) (-) m/z 57.10 100.00%
7
85
5000
113 16,00 16.20 16.40 16.60
ol d ||, i 195 197224254 295 337 380 4% | n77 71.10  86.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227195: Docosane, 11-decyl-
57
5000 85 RN AR SN BN AR
16.00 16.20 16.40 16.60
m/z 85.10 60.64%
Ll 113 141 169 197 225 253 280,379 336 364 392
m/z--> 55 160 1éo 260 250 300 350 400 450
Abundance #105885: Octadecane
57
16,00 16.20 16.40 16.60
5000 85 m/z 43.10 58.73%
29
ol L Ly ) M3 341 160 107 295 254
m/z--> 55 100 1éo 200 250 300 350 400 450
Abundance #83040: Pentadecane, 7-methyl- R AR RS
57 16.00 16.20 16.40 16.60
m/z 41.10 23.03%
5000
29 85
112
o \\w L)) MO9e8 om
LR DR L L UL L L DL UL DL IR AR AL A
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 Pentadecane, 8-hexyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.04 60.99 ng 6558500 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2715 (19.042 min): BG043957.D (-2702) (-) m/z 57.10 100.00%

g7
5000
113 ' 18.80 19.00 19.20 19.40
141

oL A LAl LT, 280 107 225 267 300 387 365 34 71 10 70.99%

1
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71

5000 P T T T T T TR
1880 19. OO 19. 20 19. 40

m/z 43.10 65.41%

99 196
127
o, S R .
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

18.80 19. 00 19. 20 19.40

85

5000 m/z 85.10 53.07%
29 113
ol L4 L] | 717 141 169 197 225 53 296
e s L B S e
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- T TR T
57 1880 19. 00 19. 20 19. 40

m/z 55.10 23.92%

N | JL
113
Lh bl (7141 182 o33 o5p 281 308 337

R At

m/z--> 50 100 150 200 250 300 350 18. 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.32 44 .91 ng 6193230 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2933 (20.323 min): BG043957.D (-2921) (-) m/z 57.10 100.00%

57
1 j\\
5000
113 20.00 20.20 20.40 20.60
141

o] LU 1 160 197 225 250 281 300 351379 408 | pin 7110 72.13%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85

5000 DL B B B B
20 00 20. 20 20. 40 20 60

\ m/z 43.10 64 .44%

29 113
ol Ly [T e 107 25 05y 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

20.00 20.20 20.40 20.60

5000 85 m/z 85.10 54.35%
29
oL w || g 152,241 160 197 225 253 295 303 367
A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e e Ay ma

57 20.00 20.20 20.40 20.60
m/z 55.10 23 .85%

- ] MJL
113
20 || | |77 142 160 197 225 267 205 365 393

Lt 4 ST

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

8270-BG123019.M Wed Jan 08 16:54:16 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 Eicosane, 10-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.32 41.68 ng 5747940 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3103 (21.322 min): BG043957.D (-3094) (-) m/z 57.10 100.00%
57
85
5000
s | hh d113 141 169 197 230 267 295317337 365 394 2100 21.20 21.40 2160 _
ol SR A b b TR R0 S 267 295817337 365 394 m/z 71.10 74.60%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71
N
5000 USRS R
21,00 21.20 21.40 21.60
96 m/z 43.10 63.99%
9 127 !
I e T TR R
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
21,00 21.20 21.40 21.60
5000 85 m/z 85.10 56.83%
o ‘ oy J1}3133 h4h183 211 239 281
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane R Ra B A e R
57 21.00 21.20 21.40 21.60
m/z 55.10 23.93%
85
- _,#AVNA\_~\~f/\\\“ﬂk,ﬂ_,ﬂh,y\
29 113
oL L by J | 141 169 197 225 253 296
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\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.46 32.95 ng 4543360 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3297 (22.462 min): BG043957.D (-3282) (-) m/z 57.10 100.00%
5000 j }\
rrryrrTTprTTTTTT T T T
141 22.20 22.40 22.60 22.80
— || 474,199 197 225 254 281 322 351 393415 | nzu 71,10 71.80%
m/z--> 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
g7
5000 85 T 50'90 29140 2260 22,80
22.20 22.40 22.60 22.80
m/z 43.10 63.56%
0 Iy 11}311?11169 197 239 267 204 323 352
m/z--> éo 100 150 200 2éo 300 350 400
Abundance #194493: Hexacosane
g7
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 54_.10%
29 113 449
oL 40,109 107 225 258 205 323 %67
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane e e AR R
57 22.20 22.40 22.60 22.80
m/z 55.10 22 .59%
85
29 113
ol L)y J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.08 3.56 ng 490723 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3402 (23.078 min): BG043957.D (-3397) (-) m/z 57.10 100.00%
57
5000 T \fw\/Lw/
HRUUNLS R BN SRR B
141 22.80 23.00 23.20 23.40
- ,I. L) '1 1 1109 197 225251 281306331 362 396 431\ y77 71.10  74.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 AU B
22. 80 23 00 23 20 23. 40
m/z 43.10 61.77%
o3 J L 1141 169 197 225 253 281 309 338
m/z--> 55 100 1%0 200 250 360 3éo 460
Abundance #117638: Nonadecane
57
2280 23.00 23.20 23140
5000 85 m/z 85.10 51.92%
29
0 \‘ .} ] J J 11113 141 169 197 225 268
m/z--> 55 100 1%0 260 250 300 3%0 460
Abundance #209566: Octacosane B A EEREE EE s S
57 22.80 23.00 23.20 23.40
m/z 41.10 21.71%
- T "%w“mﬁkua¢h4~/\Lﬂu/\wﬁf&quN
29
ol ‘ ] i | ”113 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 100 150 2(')0 250 3(')0 3&'30 4(')0 22. 80 23 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043957.D

Aca On : 7 Jan 2020 16:41

Operator :© JU

Sample : K6463-02 2X

Misc :

ALS Vial : 3 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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.79 14.16 ng 1569030 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 C24H50 000646-31-1 95
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane. 9-octvl- 479 C34H70 055429-83-9 91
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 91
Abundance Scan 3523 (23.789 min): BG043957.D (-3517) (-) m/z 57.10 100.00%
57
5000 85 y,#m\ﬁ,\,_]/\v\_‘,,,__-
13 23140 23.60 23.80 24.00 24.20
141 169
o34 Lk .“ D07 225247269 296 323 358 393 | sz 71.10  71.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AR LN
23. 40 23 60 23. 80 24. oo 24 20
m/z 43.10 56.34%
29 113
oL J 1 i ] J A1f1‘169 197 225 253 296
m/z--> §o 100 1éo 260 2%0 360 3éo 460
Abundance #175559: Tetracosane
57
o 23.40 23.60 23.80 24.00 24.20
5000 m/z 85.10 51.43%
29
oL il |13 141 169 197 225 253 338
m/z--> §o 160 1éo 260 2%0 300 3éo 400
Abundance #202661: Heptacosane REEE BE e e AR
57 23.40 23.60 23.80 24.00 24.20
m/z 55.10 24 .11%
29 113 141
ol . | L) |77 241 169 197 225 253 281 300 337 380
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 350 400 23. 40 23 60 23. 80 24. oo 24 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010720\
Data File : BG043957.D

Acq On 7 Jan 2020 16:41

Operator : JU

Sample - K6463-02 2X

Misc :

ALS Vial : 3 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... 3.15 6.4 ng 313415 1 7.96 972837 20.0
2-Pentanone, 4-hy... 5.07 8.1 ng 394751 1 7.96 972837 20.0
unknown? .50 7.50 39.8 ng 1935910 1 7.96 972837 20.0
Heneicosane, 11-d... 16.20 7.0 ng 755137 4 17.33 2150620 20.0
Docosane, 1l-decyl- 16.27 3.5 ng 379648 4 17.33 2150620 20.0
Pentadecane, 8-he... 19.04 61.0 ng 6558500 4 17.33 2150620 20.0
Hexacosane 20.32 44_.9 ng 6193230 5 21.58 2758150 20.0
Eicosane, 10-methyl- 21.32 41.7 ng 5747940 5 21.58 2758150 20.0
Heptadecane, 9-oc... 22.46 33.0 ng 4543360 5 21.58 2758150 20.0
Tetracosane 23.08 3.6 ng 490723 5 21.58 2758150 20.0
Heneicosane 23.79 14.2 ng 1569030 6 24.71 2215380 20.0
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