LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

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-BG091219.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 3.214 16 21 30 rBv 540522 1116151 14.24% 2.335%
2 3.296 30 35 52 rVB 1857560 3009379 38.39% 6.296%
3 5.682 433 441 452 rBV 1085926 1800523 22.97% 3.767%
4 7.268 703 711 722 rBV 768366 1356149 17.30% 2.837%
5 7.650 768 776 789 rBY 1855754 3207086 40.91% 6.710%
6 8.120 848 856 863 rVB 364511 639653 8.16% 1.338%
7 8.443 904 911 920 rBY 1559860 2730854 34.83% 5.713%
8 9.277 1042 1053 1063 rBY 1387536 2529351 32.26% 5.292%
9 10.928 1325 1334 1341 rBV 476731 882521 11.26% 1.846%
10 13.361 1741 1748 1758 rBVY 3251587 5395432 68.82% 11.288%

11 14.178 1882 1887 1892 rBV 96548 145239 1.85% 0.304%
12 14.736 1976 1982 1989 rVvB2 780409 1231562 15.71% 2.577%
13 15.470 2100 2107 2113 rBV 60467 95129 1.21% 0.199%
14 16.216 2225 2234 2245 rBV 2884762 4590193 58.55% 9.603%
15 17.474 2442 2448 2458 rBV 923650 1478711 18.86% 3.094%

16 18.367 2594 2600 2607 rBV 211940 323117 4.12% 0.676%
17 18.437 2607 2612 2618 rVB 500943 639553 8.16% 1.338%
18 19.630 2812 2815 2820 rBV3 73139 101010 1.29% 0.211%
19 20.082 2886 2892 2899 rBV 5485553 7839557 100.00% 16.401%
20 21.404 3112 3117 3125 rBV3 265840 437190 5.58% 0.915%

21 21.751 3170 3176 3184 rVB 913184 1578765 20.14% 3.303%
22 21.974 3209 3214 3219 rVB 155170 232447 2.97% 0.486%
23 22.597 3314 3320 3328 rVB 284596 501935 6.40% 1.050%
24 23.314 3435 3442 3451 rVB 389269 759843 9.69% 1.590%
25 24.142 3575 3583 3596 rVB 453799 999698 12.75% 2.091%

26 25.024 3723 3733 3742 rBV 542404 1574735 20.09% 3.295%
27 25.124 3742 3750 3760 rVB 400946 1032088 13.17% 2.159%
28 26.293 3940 3949 3960 rVB2 276323 843366 10.76% 1.764%
29 27.703 4179 4189 4202 rVB5 130514 485555 6.19% 1.016%
30 29.395 4471 4477 4492 rVBS8 65191 242040 3.09% 0.506%

Sum of corrected areas: 47798832
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG042857.D

5000000

4000000

3000000

2000000{ 3.30 7.65

8.44 928

5.68
1000000

8.12 10.93

0
Time-->
Abundance

3.50 4.00 450 5.00 5.50 6.00 650 7.00

750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
TIC: BG042857.D

20,08
5000000

4000000

13.36

3000000 16.22

2000000

1000000 14.74 17.47 21.75

18.44
14.18 15.47 18.87 19.63

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
TIC: BG042857.D

22.60

Zk4° 21.97

Time-->
Abundance

5000000
4000000
3000000
2000000

1000000

23.31 24.14

2?&?2 26.29

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

29.39

27.70
N

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 unknown3.21 Concentration Rank 4

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

3.21 34.90 ng 1116150 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Pvridine-D5- 84 C5D5N 007291-22-7 45
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 45
4 Oxirane. (1-methvlbutvl)- 114 C7H140 053229-39-3 42
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 40

Abundance Scan 20 (3.208 min): BG042857.D (-16) (-) m/z 56.10 100.00%
56
41 84
5000
69
3.20 3.30 3.40 3.50 3.60
b e et e e ety | m/Zz 84.05  52.77%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1457: Cyclohexane
56
41 84
5000
27 3.20 3.30 3.40 3.50 3.60
69 m/z 41.10 52.09%
15
0 2 NS S SR SRS S SRS SRR B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1373: Pyridine-D5-
g4
56 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.05 37.27%
0 'I"%%I'ZF"?E'E‘I"' '“""I""I""I"' T T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1491: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50 3.60

m/z 69.10 23 .59%

5000 41 .
sZ7 0 | T
bl e

m/z--> 0 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\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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.

3.30 94 .09 ng 3009380 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 36 (3.302 min): BG042857.D (-30) (-) m/z 73.10 100.00%
73
5000 43
55 87

3.20 3.40 3.60
Ot L8267 ] 1101 hsz 43.10  40.46%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

5000 LN I L R B L L L N B B L B R |
43 3.20 3.40 3.60
55 87 m/z 55.10 30.41%
29
1. 35 ][] | 67 || 80
L B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
3
T
3.20 3.40 3.60
5000 43 m/z 87.10 26.86%
58
0 Nl ‘ | i I ‘
B LA i i o o N EmmE
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol B e e ERAm
3 3.20 3.40 3.60

m/z 41.10 12 _.95%

41 55 87
5000
29
0 1\5 M\ ‘ \‘ ! ‘\\ 67\H . 97
B o L B I o e L  RUEREE m
3.20 3.40 3.60

m/z--> 10 20 30 40 50 60 70 80 90 100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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.

7.65 100.28 ng 3207090 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 776 (7.650 min): BG042857.D (-768) (-) m/z 132.00 100.00%
132
5000 68
96 R LS L IR
40 54 7.40 7.60 7.80 8.00
ol T g7 207 h7z 68.10  49.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R LN I IR
7.40 7.60 7.80 8.00
33 44 o 105 m/z 66.10 34.97%
ol 56 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
740 7.60 7.80 8.00
5000 m/z 134.00 33.35%
104
14 27 39 51 6\6 T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- s B
132 7.40 7.60 7.80 8.00
m/z 69.05 21.15%
5000
69
57
AT
0||||| ||‘NH|‘|“W=|“|‘||‘l‘|||“||‘|‘l‘|]|-1|5||| AL B S R RRREE L e e
m/z--> 20 40 0 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

18.37 4_.37 ng 323117 Phenanthrene-d10 17.47
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 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2601 (18.373 min): BG042857.D (-2594) (-) m/z 72.95 100.00%

43 78
5000
213
157185

18.00 18.20 18.40 18.60
m/z 43.10 88.98%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid

:

5000 LA L L L L LB L B
18.00 18.20 18.40 18.60
0
15715213 256 m/z 55.05 82 .54%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72643: Tridecanoic acid
T T T

18.00 18.20 18.40 18.60
m/z 60.10 79.26%

5000

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39472: n-Decanoic acid T TR

60 18.00 18.20 18.40 18.60
m/z 57.10 76.44%
50001 29 129
87
\ 172

T O e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 3-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.40 5.54 ng 437190 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 91
Abundance Scan 3116 (21.398 min): BG042857.D (-3112) (-) m/z 57.10 100.00%
57
5000 \
111
NI AR BRI N
139 167 21.00 21.20 21.40 21.60 21.80
| l Ih e 120222 252 284 314 342 372 401 461 | sz 55 10 88.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57
5000 AR U AR I
29 m 21.00 21.20 21.40 21.60 21.80
m/z 43.10 74 .80%
0 || | 139 167 196 224 252 280
m/z--> 50 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
57
97 AL AL DR SN
21.00 21.20 21.40 21.60 21.80
5000 m/z 83.10 69.57%
- 125
o e L 154 182 224 252 297 348
m/z--> 55 100 150 200 2éo 360 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57 o7 21.00 21.20 21.40 21.60 21.80
m/z 69.10 62 .86%
5000
125
0 Z?l 1] \L 1153 182 210 233266 311 412
m/z--> 50 1& 150 200 %03® 350 400 450 21.00 21.20 2140 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

21.97 2.94 ng 232447 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Tetradecane. 6.9-dimethvl- 226 C16H34 055045-13-1 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 83

Abundance Scan 3213 (21.968 min): BG042857.D (-3209) (-) m/z 57.10 100.00%

57
5000
85

Jlnm“mm 240 2160 21180 22.00 22.20
Ol b b b 2R SR0201 218200 284305827 48 "m/z 43.10 59.06%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57

5000 85 T LR B TTT T[T T TT [T
21. 60 21. 80 22. OO 22.20
m/z 71.10 54 _.52%
113
0 X J | llfl 183 211 239 267 296
it e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
21.60 21.80 22.00 22.20
5000 m/z 85.10 35.85%
85
29
o | J | 1 | 13 141 160 107 225 253 282
L o o e B e e e e P I e e e e o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #83045: Tetradecane, 6,9-dimethyl-
57 21.60 21.80 22.00 22.20
m/z 41.10 21.69%
5000 29
85
155
A P S () o oy Lo
m/z--> 50 100 150 200 250 300 350 400 21. 60 21. 80 22. OO 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Hexatriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.60 6.36 ng 501935 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 86
Abundance Scan 3321 (22.603 min): BG042857.D (-3314) (-) m/z 57.05 100.00%
57
5000 85
113141 22.20 22.40 22.60 22.80 23.00
N ‘“ i 409107 238266205324355 A7 493 | nsu 43.10  62.23%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
5000 BN

22. 20 22. 40 22. 60 22. 80 23. OO
m/z 71.10 54 .86%

0 113141169197 225253 281309337 379 421449477 506
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57
R EE e e K
22.20 22.40 22.60 22.80 23.00
5000 85 m/z 85.05 37.62%
29 113
o T, |7 141169197 225253 295323 367
L e T B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83051: Dodecane, 2-methyl-6-propyl- P T AT T PR T

22. 20 22. 40 22. 60 22. 80 23. OO
m/z 55.10 26.41%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Octadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.31 9.63 ng 759843 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 3441 (23.308 min): BG042857.D (-3435) (-) m/z 57.10 100.00%
g7
5000 85
113141 23.00 23.20 23.40 23.60
Ol b A 510209107 239267 309 357385 49 | “ns7 43.10  59.71%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117648: Octadecane, 2-methyl-
43
71
5000

23.00 23.20 23.40 23.60
m/z 71.05 56 .34%

99
o | 127155183 225253
R 2t S I T i o  BOE
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
T T
23.00 23.20 23.40 23.60
5000 o m/z 85.10 39.05%
o 113141160 197 225 253 281300 337 365 394
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane I e R R
57 23.00 23.20 23.40 23.60
m/z 55.10 25.00%
5000 85
29
oL 3141 169197205253 296
e B e e R e
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.14 12.70 ng 999698 Perylene-d12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

Abundance Scan 3583 (24.142 min): BG042857.D (-3575) (-) m/z 57.10 100.00%

57
5000
85

Jlmmuw 011 23.80 24.00 24.20 24.40
o,...J,....“,....,....,...2:?92.‘3.7.2]9?.3??.,36?..,4.1?.., m/z 43.10 60.94%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane

57

5000 R e R R
85 23.80 24.00 24,20 24.40

m/z 71.10 56.44%

29

ol J 113141 160 197 225 253 281 323 351 380
Y e e e e e
mz-> 0 50 100 150 200 250 300 350 400

Abundance #223852: Hentriacontane
57

23 80 24. 00 24. 20 24.40

5000 85 m/z 85.10 36.03%
118 141
0 |7 1,189 197 225 253 281 309 337 365 437
e A e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl- P T T T
57 23 80 24. OO 24. 20 24 40

m/z 55.10 23.77%

5000 85
29 295
13 141
0 |} Ty M 189 197 225 266 | 323 435

m/z--> 0 50 100 150 200 250 300 350 400 23 80 24. OO 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 5
R.T. EstConc Area Relative to ISTD R.T.

25.12 13.11 ng 1032090 Perylene-d12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3749 (25.118 min): BG042857.D (-3742) (-) m/z 57.10 100.00%

5000

|

24. 80 25 00 25. 20 25 40
141 169 225
o 197 267294 323 365 422 m/z 71.10 55_32Y

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane

5000 e AR
24.80 25.00 25.20 25.40

m/z 43.10 53.36%

o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane

24.80 25.00 25.20 25.40
5000 m/z 85.10 35.07%

113 141 169 197 225 253 281 309 338

(o}
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane TP
57 24.80 25.00 25.20 25.40
m/z 55.05 21.95%

5000
85
29
: Jd113141169197225253281 323351 380

Ol A R L e e O R D P e

m/z--> 50 100 150 200 250 300 350 400 450 500 24. 80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.29 10.71 ng 843366 Perylene-d12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 95
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3949 (26.293 min): BG042857.D (-3940) (-) m/z 57.10 100.00%
g7
5000 85
IR TARAUARRA SRR AR
113 _ 155 26.00 26.20 26.40 26.60
ol ,} 1 |J33472> 183 224 253 281 323 356 420 | 1757 43.10  60.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 R BN N BN R

26 00 26. 20 26. 40 26. 60
28 m/z 71.05 55.58%

113 183
olIJ’J“’SI T
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane

57

26.00 26. 20 26. 40 26.60
5000 a5 m/z 85.10 41.17%

29
oL L4 LT 14 160 107 225 254
LA e e o o e B e L A L o o o o o e e B B
m/z--> 50 100 150 200 250 300 350 400
Abundance :

#185535: Heptadecane, 9-octyl- LI L o e e o o e
57 26 00 26. 20 26. 40 26. 60

m/z 55.10 23.11%

5000 85

113
ol h L 14t 169 197 239 267 204 323 352
S N0 S N e L A M - AR — e S SR N

m/z--> 50 100 150 200 250 300 350 400 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27.70 6.17 ng 485555 Perylene-d12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
2 Hexatriacontane 507 C36H74 000630-06-8 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 80
Abundance Scan 4189 (27.703 min): BG042857.D (-4179) (-) m/z 57.10 100.00%
7
5000 85
113 193 27.40 27.60 27.80 28.00
Ot A .J.'l, L A41168199 227253281 323356 429461 | nsz 71.10  53.54%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
27.40 27.60 27.80 28.00
m/z 43.10 53.29%
o Jf}i1§1}§9197 2?9267294323352
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
27.40 27.60 27.80 28.00
5000 m/z 85.10 39.10%

113141169 197225253 281309337 379 421449477 506

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
27.40 27.60 27.80 28.00
m/z 55.10 21.84%
5000

113141169197 205 253 281 300 337365 394
g I I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 27.40 27.60 27.80 28.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042857.D

Aca On : 16 Sep 2019 20:28

Operator : HP/JU

Sample : K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 unknown29.40 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
29.40 3.07 ng 242040 Perylene-d12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 49
2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 47
3 Behenvl chloride 344 C22H45CI 042217-03-8 43
4 Octadecane. 9-ethvl-9-heptvl- 380 C27H56 055282-27-4 43
5 Heneicosane 296 C21H44 000629-94-7 41
Abundance Scan 4478 (29.401 min): BG042857.D (-4471) (-) m/z 57.10 100.00%

5000
147 o B I o
225 271300 340369 408 503 29.00 29.20 29.40 29.60 29.80
0 m/z 71.10 84 .56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105884: Octadecane
7
5000 85 | L DL LA BLELELELE B
29.00 29.20 29.40 29.60 29.80
m/z 43.10 62.24%
29 13141
0 |4 [T 141169197 205 254
o o o I N o o o B o e |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #125656: Sulfurous acid, butyl decyl ester
7
R o RS R R
29.00 29.20 29.40 29.60 29.80
5000 85 m/z 85.10 48 .32%
29 J 141
Of JL&,‘...n”}}?.é ,...1??.. R I e SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #180096: Behenyl chloride
57 29.00 29.20 29.40 29.60 29.80
m/z 97.15 42 .51%
5000 85
29
113
141
0 “ul‘392”2452733013“4 S A L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 29.00 29.20 29.40 29.60 29.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091619\
Data File : BG042857.D

Acq On : 16 Sep 2019 20:28

Operator : HP/JU

Sample - K4866-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG091219_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]
unknown3.21 3.21 34.9 ng 1116150 1 8.12 639653 20.0
Butane, 2-methoxy... 3.30 94.1 ng 3009380 1 8.12 639653 20.0
unknown7 .65 7.65 100.3 ng 3207090 1 8.12 639653 20.0
n-Hexadecanoic acid 18.37 4.4 ng 323117 4 17.47 1478710 20.0
3-Eicosene, (E)- 21.40 5.5 ng 437190 5 21.75 1578770 20.0
Heptadecane, 2,6,... 21.97 2.9 ng 232447 5 21.75 1578770 20.0
Hexatriacontane 22 .60 6.4 ng 501935 5 21.75 1578770 20.0
Octadecane, 2-met... 23.31 9.6 ng 759843 5 21.75 1578770 20.0
Heptacosane 24 .14 12.7 ng 999698 6 25.03 1574740 20.0
Tetracosane 25.12 13.1 ng 1032090 6 25.03 1574740 20.0
Tridecane, 1l-iodo- 26.29 10.7 ng 843366 6 25.03 1574740 20.0
Heptadecane, 9-oc... 27.70 6.2 ng 485555 6 25.03 1574740 20.0
unknown29 .40 29.40 3.1 ng 242040 6 25.03 1574740 20.0
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