LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 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-BG031020.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 3.152 4 11 20 rBv2 132735 410832 6.46% 1.221%
2 3.240 20 26 39 rvB 108859 237476 3.74% 0.706%
3 5.619 422 431 441 rBV 743324 1250560 19.67% 3.718%
4 7.200 692 700 710 rBV 468631 824662 12.97% 2.452%
5 7.635 769 774 782 rBV2 34549 65030 1.02% 0.193%
6 8.046 837 844 852 rBV 356375 611310 9.62% 1.818%
7 8.369 891 899 910 rBVY 1365645 2497272 39.28% 7.425%
8 9.204 1032 1041 1050 rvB 1156952 2134620 33.58% 6.347%
9 10.490 1252 1260 1266 rBV5 42810 78800 1.24% 0.234%
10 10.855 1314 1322 1330 rVB 465892 855880 13.46% 2.545%

11 13.305 1729 1739 1746 rBV 3014211 4788178 75.32% 14.236%
12 13.581 1780 1786 1792 rBvV2 120815 193110 3.04% 0.574%
13 14.121 1872 1878 1890 rVB 219542 345574 5.44% 1.027%
14 14.679 1964 1973 1982 rBV 736852 1204574 18.95% 3.581%
15 15.408 2093 2097 2105 rVB 42971 67378 1.06% 0.200%

16 16.160 2218 2225 2236 rBV 2355460 3906091 61.44% 11.613%
17 16.971 2359 2363 2371 rVB 76062 116478 1.83% 0.346%
18 17.423 2433 2440 2447 rBV 890588 1377486 21.67% 4._.096%
19 17.905 2517 2522 2531 rBV 136295 246992 3.89% 0.734%
20 18.093 2550 2554 2561 rVB7 51940 76092 1.20% 0.226%

21 18.322 2588 2593 2600 rBV2 309652 465765 7.33% 1.385%
22 18.534 2625 2629 2635 rBV2 43720 69866 1.10% 0.208%
23 19.462 2782 2787 2794 rVB4 53913 113261 1.78% 0.337%
24 19.591 2805 2809 2815 rBV2 118090 163789 2.58% 0.487%
25 20.032 2878 2884 2891 rBV 4532252 6357124 100.00% 18.901%

26 20.849 3020 3023 3027 rVB2 69512 75322 1.18% 0.224%
27 20.990 3044 3047 3053 rVB3 45464 74732 1.18% 0.222%
28 21.354 3104 3109 3117 rBV2 242438 447269 7.04% 1.330%
29 21.689 3160 3166 3174 rBV2 870793 1402127 22.06% 4.169%
30 21.912 3199 3204 3209 rVB 123134 190499 3.00% 0.566%

31 22.529 3304 3309 3315 rBV2 123604 208358 3.28% 0.619%
32 23.228 3421 3428 3434 rVB2 157820 313867 4.94% 0.933%
33 24.039 3560 3566 3574 rVB2 134629 304673 4._.79% 0.906%
34 24.891 3701 3711 3722 rBV2 490911 1451170 22.83% 4_.315%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 24.997 3722 3729 3739 rVB2 125695 330389 5.20% 0.982%
36 26.142 3918 3924 3933 rVB3 86365 237035 3.73% 0.705%
37 27.506 4151 4156 4166 rVB7 42242 140486 2.21% 0.418%

Sum of corrected areas: 33634127
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG044848.D

4000000
3000000

2000000
8.37
1000000

5.62
7.20 8.05 10.85

324 A 763 | 10.49 A

Time--> 3.50 4.00 450 500 550 6.00 650 700 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG044848.D

20.03

4000000

3000000, 1330

16.16

2000000

17.42 21.69
1000000 14.68

18.32 21.35
1358 1412 15.41 L 16.97 1&2%1‘.09 18.53 191969 2028099 2191 2253

O A e PR P T R R T T T T T e e T e 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: BG044848.D

4000000
3000000
2000000

1000000
24.89
2323 2404 #&oo
i 26.14 27.51

O T T T T T T T T T e o T T o T T T e T e e e T

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\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

3.24 7.77 ng 237476 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
4 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 26 (3.240 min): BG044848.D (-20) (-) m/z 73.05 100.00%
73
5000
43
3.20 3.30 3.40 3.50 3.60
,...l,|...|.,1.1?..,....,....,2.6.4..,....,.3.7?.,....4,5.6...,“?1.8. m/z 43.10 31.08%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 3.20 3.30 3.40 3.50 3.60
m/z 87.05 25.12%

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

-

Abundance
30
3.20 3.30 3.40 3.50 3.60
5000 87 m/z 55.10 22.80%
59
AL I B B R B AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8379: 3-Pentanol, 2,4-dimethyl- RRRARE S L e AR
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 12.80%
5000
43
15\\\\\1\ 101
i e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 15

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

7.63 2.13 ng 65030 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 78
2 Methoxvmethvl isothiocvanate 103 C3H5NO0S 019900-84-6 58
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 39
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 36

Abundance Scan 773 (7.629 min): BG044848.D (-769) (-) m/z 45.10 100.00%
45
5000 59
72
7.20 7.40 7.60 7.80 8.00
104
..,....,....,....,-=|:.-.,...:!....,.'.-..?.1..5??....,.:..,.1.1:‘?,...1.3]9.1.??....,... m/z 59.10 40.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 % ., 7.20 7.40 7.60 7.80 8.00
m/z 72.10 27 .43%
"I':}ﬁ"JdP"'IJL'I"'W“'"PL"I'”g?"'ﬁ%??'P%%§l”"I'”'I"'W"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
7.20 7.40 7.60 7.80 8.00
5000 m/z 43.05 19.64%
103
72
29 37 59 85
mﬂmﬁmﬁwﬁwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44466: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45 7.20 7.40 7.60 7.80 8.00
m/z 60.10 14 _.42%
5000
31 59 2 89
CCI (I | 103 116 133 148

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.58 3.21 ng 193110 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 86
2 Metacetamol 151 C8HONO2 000621-42-1 59
3 3-Pvridinol. 4-methvl-., acetate ... 151 C8H9NO2 001006-96-8 59
4 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 59
5 Cyclopentanol, 1-(methylenecyclo... 138 C9H140 086951-58-8 50
Abundance Scan 1786 (13.581 min): BG044848.D (-1780) (-) m/z 43.10 100.00%
43
109
5000 151
85 VLR SN AN B
57 69 13.20 13.40 13.60 13.80
123
el bl ] g6 ), 129135 | 160 205 5 709.05  78.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 AR IR AU SUNILE
13.20 13.40 13.60 13.80
69 g5 m/z 151.20 45.21%
S7 169
15 22 ,.|| eell ,.|,|., ,..Il.,| LAl T 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
1320 13.40 13.60 13.80
5000 151 m/z 85.10 17 .30%
43
80
15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester) R B
43 109 13.20 13.40 13.60 13.80
m/z 41.05 15.15%
5000
80
151
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.91 3.59 ng 246992 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3.5-bis(1.1-dimeth... 250 C15H2203 001421-49-4 97
2 2.5-di-tert-Butvl-1.4-dimethoxvb... 250 C16H2602 007323-63-9 64
3 4.5"-Bipvrimidine. 4" .6-bis(meth... 250 C10H10N4S2 059549-36-9 53
4 Benzenesulfonamide. 4-amino-N-(3... 299 C15H13N302S 028970-84-5 53
5 Quinone-4-oxime, 2,6-di-t-butyl- 235 C14H21N02 015052-28-5 52
Abundance Scan 2523 (17.911 min): BG044848.D (-2517) (-) m/z 235.05 100.00%
5000
57 o 175 ] 17160 17,80 18,00 18.20 |
129 - - - -
el 149, L .l,l. ol ,l o2 380 AL sz 207.05  20.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102349: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
5000
17.60 17.80 18.00 18.20
m/z 250.20 15.84%
5T o1 115 175 207
...'.||||..'..I|‘.I'.'.‘...'..'.'...‘....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
235
17.60 17.80 18.00 18.20
5000 m/z 236.10 14.67%
o9 57 91115 151 179 205
m/z--> 50 100 150 200 250 300 350 400
Abundance #101692: 4,5-Bipyrimidine, 4',6-bis(methylthio)-
235 17.60 17.80 18.00 18.20
m/z 57.20 10.48%
5000
208
T ??' 75 '}07" }ﬁg'%zé”lw'h' e S UL DAL U R BN SRR BN SUNE
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4
R.T. EstConc Area Relative to ISTD R.T.
18.32 6.76 ng 465765 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2593 (18.322 min): BG044848.D (-2588) (-) m/z 73.05 100.00%
7B
43
5000
256 18.00 18.20 18.40 18.60
- 283311 376 4% ' "m/z 60.10 77.44%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107548: n-Hexadecanoic acid
5000
18.00 18.20 18.40 18.60
m/z 43.10 73.44Y%

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

:

18.00 18.20 18.40 18.60
so00] 129 m/z 57.15 70.22%

185
97 228
157
m/z--> 0 5I0 lCI)O 15IO 2CI)O 25IO 3CI)O 3%0 4(I)0 4é0
Abundance #95851: Pentadecanoic acid e e e
18.00 18.20 18.40 18.60

m/z 55.10 61.60%

3

5000

:

T I T T
m/z--> 0 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\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14
R.T. EstConc Area Relative to ISTD R.T.
19.59 2.34 ng 163789 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 40
Abundance Scan 2809 (19.591 min): BG044848.D (-2805) (-) m/z 73.10 100.00%
5000
19,20 19.40 19.60 19.80 20.00
m/z 57.10 90.99%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
/87
5000 129 NN SR I
19.20 19.40 19.60 19.80 20.00
9 185 oay 284 m/z 43.10 84.61%
15 u .,1}?7;,[, 218, | .'%6?.\.,....,...
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
19,20 19.40 19.60 19.80 20.00
5000 m/z 60.05 81.84Y%
129 242
97 199
153171 224
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A ma e b
43 19.20 19.40 19.60 19.80 20.00
m/z 55.10 73.09%
73
5000 284
129
97
185
213 241
....‘l‘.‘ I\m”'\ltlml\ ‘15‘.7.‘.{.‘|.{.‘..{|%6.5..3:.L1...|.3.72. LN M e
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.35 6.38 ng 447269 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 92
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 90
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 87
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 81
Abundance Scan 3108 (21.348 min): BG044848.D (-3104) (-) m/z 57.10 100.00%
57
83
5000
111
LUV AU BRI SO
154 21.00 21.20 21.40 21.60
I | l '-h 1,80 225295281307 841 M5 478507 | ns7 43.10  89.02%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
g7
83
5000 LU SRR BN SRR B
29 11 21.00 21.20 21.40 21.60
m/z 55.10 85.65%
J J 939167196224252280
m/z--> 50 160 150 200 250 300 350 400 450 500
Abundance
57 83
21.00 21.20 21,40 21.60
5000 m/z 69.10 75.83%
29 111
139 168 196223 252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227401: Heptadecy! heptafluorobutyrate L B L e
57 21.00 21.20 21.40 21.60
83 m/z 83.10 74.21%
5000
111
29
Lod R L)y B301%9 21028 o5
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.91 2.72 ng 190499 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Eilcosane 282 C20H42 000112-95-8 90
3 Hexacosane 366 C26H54 000630-01-3 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 3204 (21.912 min): BG044848.D (-3199) (-) m/z 57.10 100.00%

57
5000 85

113 155 205234 266 300325 21.60 21.80 22.00 22.20
b b S T A8 003 49508 | Tm/z 71.10  65.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71393: Pentadecane

-

5000 N
21,60 21.80 22.00 22.20

m/z 43.10 62 .69%

113141169 212

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

.

Abundance
57
e
85 21.60 21.80 22.00 22.20
5000 m/z 85.15  40.42%
13
29 141169197 225553 282
T T T T T T T T T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane B e B
57 21.60 21.80 22.00 22.20
m/z 55.10 29.04%
- ] UWW”WWMthAwjNMVMMMAﬁthmM
29
¥ (113141160197 225253 295303 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22 .53 2.97 ng 208358 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 93
2 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3309 (22.529 min): BG044848.D (-3304) (-) m/z 57.10 100.00%

5000 85

%

U3 55 22.20 22.40 22.60 22.80
AL, 195,182 209231255 287309 342 373 431 - an IR 6l ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- w\‘j\—ﬁw
5000 UBARBARAUVAL RS
22 20 22. 40 22. 60 22. 80
113 m/z 43.10 63.89%

141 183 211 253 282

m/z--> 50 100 150 200 250 300 350 400
Abundance
57
USRSV UNARER
22.20 22.40 22.60 22.80
5000 m/z 85.15 43.88%
85

225
113 141 169 197 254

%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane T T T T
57 22.20 22.40 22.60 22.80
m/z 55.10 26.62%
5000
85
29
‘ ‘ | | L J113 141 169 197 225 253 282

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\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.23 4.48 ng 313867 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3428 (23.228 min): BG044848.D (-3421) (-) m/z 57.10 100.00%
57
99 3 2300 23.20 23.40 23.60
169 15 . . . .
e L AR A 280 | W/Z 71.15 67.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71393: Pentadecane
57
5000 IR TR R DR A
23. oo 23. 20 23. 40 23. 60
m/z 43.20 58.66%
611115 141 212
miz--> 0 55 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
2300 23.20 23.40 23.60
5000 m/z 85.15 45 .33%
99
141 183 225 267 309 367
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance #241528: Tetratetracontane e ER AT s et e
57 23.00 23.20 23.40 23.60
m/z 55.10 24 .13%
- \AJVf“wvwmwﬂhJA\nwﬂwkﬂvwvmwmm
97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. OO 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.04 4.20 ng 304673 Perylene-di12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 3566 (24.039 min): BG044848.D (-3560) (-) m/z 57.10 100.00%
57
. T W‘//L/\
R LU SURIL U
113 141 23.80 24.00 24.20 24.40
LS TP 169 197 230 260 207319 356 408 ™70 107 63.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85 R U SRR SRR B
Bmmmmmmm
- 13 m/z 43.10 53.96%
I ] | ‘1f1 169 197 225 253 296
m/z--> éo 160 1%0 200 250 360 3§o 460
Abundance
57
' 23.80 24.00 24.20 24.40
5000 a5 m/z 85.15 45 .62%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1%0 260 2%0 360 3§o 460
Abundance #175559: Tetracosane i AR et i
57 23.80 24.00 24.20 24.40
m/z 55.10 19.76%
| WMWNA"WMM
5000
29
| ‘ |113 141 169 197 255 253 338
m/z--> éo 160 1%0 260 2éo 360 3§o 460 2380 2400 2420 2440
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

25.00 4_.55 ng 330389 Perylene-d12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 3730 (25.003 min): BG044848.D (-3722) (-) m/z 57.15 100.00%

57
5000 85

13 24.60 24.80 25.00 25.20 25.40
141169 212 253 286
,....,....1!1!.4..,....,........,..3.3.7,..?9.?.?.3?,..‘.‘5?9,..:‘3.4?. m/z 71.10 68.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141424:; Heneicosane
5000 LA INL L L B B L L L B

24.60 24.80 25.00 25.20 25.40
m/z 43.10 61.16%

113141169197225253 296

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

43

:

- 24.60 24.80 25.00 25.20 25.40
5000 m/z 85.15 45 _52%

99

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane e e e
24.60 24.80 25.00 25.20 25.40
m/z 55.10 25.22%

%

5000

5

113141 169197995254

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24. 60 24 80 25. OO 25. 20 25 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031720\
Data File : BG044848.D

Aca On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.14 3.27 ng 237035 Perylene-di12 24.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 72
2 Eicosane 282 C20H42 000112-95-8 64
3 1-l1odo-2-methvlInonane 268 C10H211 1000101-47-9 53
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 50
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 49
Abundance Scan 3924 (26.142 min): BG044848.D (-3918) (-) m/z 57.15 100.00%
57
85
5000
113 25.80 26.00 26,20 26.40
155 197 205 : : : :
b L L S22 2002 33T f0T4ss S Twmsz 71.10  71.77%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane A’\J\&\A~
5000 AR AR AR AR

25 80 26. OO 26 20 26.40
m/z 85.10 68.29%

29
141169197 240

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

57

%

25.80 26.00 26.20 26.40
5000 85 m/z 43.15 56.93%

29

113141169197225253282

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116708: 1-lodo-2-methylnonane B B
43 25.80 26.00 26.20 26.40

m/z 99.10 27 .70%

5000 &

99 127 169 211268

m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG031720\
Data File : BG044848.D

Acq On : 18 Mar 2020 1:07

Operator : CG/JU

Sample : L1917-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031020.M
Quant Title : 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... 3.24 7.8 ng 237476 1 8.05 611310 20.0
Ethanol, 2-(2-eth... 7.63 2.1 ng 65030 1 8.05 611310 20.0
2,4,7,9-Tetrameth... 13.58 3.2 ng 193110 3 14.68 1204570 20.0
Benzoic acid, 3,5... 17.91 3.6 ng 246992 4 17.42 1377490 20.0
n-Hexadecanoic acid 18.32 6.8 ng 465765 4 17.42 1377490 20.0
Octadecanoic acid 19.59 2.3 ng 163789 5 21.69 1402130 20.0
3-Eicosene, (E)- 21.35 6.4 ng 447269 5 21.69 1402130 20.0
Pentadecane 21.91 2.7 ng 190499 5 21.69 1402130 20.0
Hexadecane, 2,6,1... 22.53 3.0 ng 208358 5 21.69 1402130 20.0
Hexacosane 23.23 4.5 ng 313867 5 21.69 1402130 20.0
Heneicosane 24.04 4.2 ng 304673 6 24.89 1451170 20.0
Octadecane, 2-met... 25.00 4.5 ng 330389 6 24.89 1451170 20.0
Heptadecane 26.14 3.3 ng 237035 6 24.89 1451170 20.0
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