LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 3.143 3 9 21 rVB 86127 188621 1.59% 0.429%
2 5.058 329 335 345 rBV 82082 140806 1.19% 0.320%
3 5.534 409 416 427 rBV 377377 655998 5.54% 1.492%
4 7.120 678 686 698 rBV 413371 764760 6.46% 1.739%
5 7.485 740 748 760 rBV 423837 759783 6.42% 1.728%
6 7.949 819 827 838 rBV 514260 890591 7.52% 2.026%
7 8.272 874 882 893 rBV 330337 582633 4.92% 1.325%
8 9.106 1014 1024 1032 rBV 231392 438885 3.71% 0.998%
9 10.751 1294 1304 1316 rBV 700593 1310749 11.07% 2.981%
10 13.201 1715 1721 1732 rBvV 633743 1008195 8.51% 2.293%

11 14.494 1935 1941 1946 rBV 127043 178320 1.51% 0.406%
12 14.582 1949 1956 1967 rVV 1038211 1665913 14.07% 3.789%
13 15.440 2098 2102 2107 rVB 145821 190392 1.61% 0.433%
14 15.851 2165 2172 2177 rBV 66282 118483 1.00% 0.269%
15 16.069 2203 2209 2216 rVB 453726 676175 5.71% 1.538%

16 16.304 2244 2249 2252 rBV 199476 274075 2.31% 0.623%
17 17.097 2379 2384 2388 rBV 181479 231101 1.95% 0.526%
18 17.150 2389 2393 2403 rVB2 82344 154251 1.30% 0.351%
19 17.326 2416 2423 2429 rBV 1055261 1666952 14.08% 3.792%
20 17.837 2505 2510 2513 rBV 163937 218838 1.85% 0.498%

21 18.002 2533 2538 2544 rBV 2095144 2658564 22.45% 6.047%
22 18.243 2575 2579 2583 rBV2 82759 132994 1.12% 0.302%
23 18.525 2623 2627 2639 rBV2 174306 281812 2.38% 0.641%
24 19.142 2727 2732 2735 rBV 8397487 11842178 100.00% 26.935%
25 19.177 2735 2738 2748 rVB2 8006325 10700111 90.36% 24.338%

26 19.306 2755 2760 2765 rBV 1569927 1851497 15.63% 4.211%
27 19.735 2830 2833 2844 rVB2 133659 224073 1.89% 0.510%
28 19.941 2863 2868 2873 rBV 956926 1338596 11.30% 3.045%
29 20.264 2920 2923 2925 rBV 102203 119075 1.01% 0.271%
30 20.399 2942 2946 2949 rBV 169656 204683 1.73% 0.466%

31 20.440 2949 2953 2958 rVV3 138822 227602 1.92% 0.518%
32 20.499 2960 2963 2969 rVvVv 120392 181964 1.54% 0.414%
33 21.263 3090 3093 3097 rVB 160915 216842 1.83% 0.493%
34 21.415 3115 3119 3123 rBV 135800 168770 1.43% 0.384%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 21.592 3143 3149 3160 rVB2 948463 1701027 14.36% 3.869%

Sum of corrected areas: 43965309
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044049.D

8000000
6000000
4000000

2000000

10.75
5.53 7.12 7.48 7.95g 57

14 5.06 9.11

e N R -

350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 1000 1050 11.00 1150 12.00 12.50
TIC: BG044049.D
19 18

0 R S B

Time-->
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8000000

6000000

4000000

18.00
19.31

19.94 21.59
10.73| 2078480 212264

2000000

14.58 17.33

13.20

19,
.30 . 8.52
14.% 15’{44 ]_535,&_}\ Li/z 1 17.84 18.2k

D R e R e AR =t

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: BG044049.D

Time-->
Abundance

8000000

6000000

4000000

2000000

S A

O e

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 7

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

3.14 4.24 ng 188621 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 9 (3.143 min): BG044049.D (-3) (-) m/z 73.10 100.00%
73
5000 43 }/\\hv_
55 87 B
3.20 3.30 3.40 3.50 3.60
Ol b e A e Tm/z 43.05  37.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 RS IR UL IR IR
43 O 3.20 3.30 3.40 3.50 3.60
- 87 m/z 55.10 25.81%
0 ..,..J”ﬂ:§§hh.t.,u...??”.|L...,..J.,...}g%..,....,....,....,....,”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.05 25.42%
o \\ \‘H AL, es |l 8o || 97 112 129
miz> % % 40 5 65 70 80 90 100 110 130 130 140 150
Abundance #2051: 1,3-Dioxolane, 2-methyl- A RARREEmmmsEAE LS
7B 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.69%
5000 43
58
29 ‘ ﬁ7
Ot e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 10

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

5.06 3.16 ng 140806 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Tetraalvme 222 C10H2205 000143-24-8 37
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 335 (5.058 min): BG044049.D (-329) (-) m/z 43.10 100.00%
a3
59
5000
il "o b0 5% Sk
83 : : : :
bt 38w 477 5910 60.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 480 500 520 540
m/z 101.10 22 .56%
5 4 101
0"'L|'Wh'w""|""F?"”l""l""l""|""|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #78615: Tetraglyme
59
480 500 520 540
5000 m/z 57.95 16.16%
29 45 103
ol I “ 73 87 | 117 133 147 164 177
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59 480 5.00 5.20 5.40
m/z 41.10 9.67%
5000 101
27 42 116
0""l""”""l“l"'”i"?l%‘l"'|""'|""|""|""|' U L R R L
m/z--> 20 40 60 80 100 120 140 160 180 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 unknown7.48 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.48 17.06 ng 759783 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 747 (7.479 min): BG044049.D (-740) (-) m/z 132.00 100.00%
132
5000 68 /\k
© s |5 | 75 T 78 Tk
o gL e s m/z 68.10 39.82%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

7.20 7.40 7.60 7.80
m/z 134.00 30.19%

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
R B s e R
69 104 7.0 7.40 7.60 7.80
5000 m/z 66.10 24.96%
31 5l 8
0 ‘ L1 H 1L . |
e e LA A B o o o I LA i o o o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 7.20 7.40 7.60 7.80

m/z 69.10 14 .92%

74
116
5000 98 ]\
0 o .NM 8 rﬂQ7ILLIII\‘ 158 189

m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 Tetradecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.14 ng 178320 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Dodecane 170 C12H26 000112-40-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86

Abundance Scan 1940 (14.488 min): BG044049.D (-1935) (-) m/z 57.10 100.00%

57

43
71

5000

:

14.20 14.40 14.60 14.80
m/z 43.10 69.12%

. 99 113126 141 155 168 189

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59882: Tetradecane

212

43

-

5000

14.20 14.40 14,60 14.80
m/z 71.10 59.67%

113 127 141 155 169 182 198

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57
43 PR T T
71 14.20 14.40 14.60 14.80
5000 m/z 85.10 38.65%
85
98 170
AT . S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48833: Tridecane R T T T
43 57 14.20 14.40 14.60 14.80
m/z 41.05 38.04%
71
5000 - 85
99 184
8 1 0 O S G et iamiatd
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 Bacchotricuneatin c Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.44 2.29 ng 190392 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 80

Abundance Scan 2102 (15.440 min): BG044049.D (-2098) (-) m/z 57.10 100.00%

57

-

5000 85
3 113 149 15.20 15.40 15.60 15.80
ol bl f”  IHASOL78 206226 Tm/z 43.10 72.96%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
71
95 112
5000 LA L L L L L L LB
15.20 15.40 15.60 15.80
132 m/z 71.10 65.93%
o [, 27319 216 245 312 342
—— L L T R,
m/z--> 50 100 150 200 250 300
Abundance #59880: Tetradecane
57
e mama
15.20 15.40 15.60 15.80
5000 85 m/z 85.05 43.94%
29
m/z--> 50 100 150 200 250 300
Abundance #83040: Pentadecane, 7-methyl- B R S St
57 15.20 15.40 15.60 15.80
m/z 41.10 36.45%
5000
85
2 ‘ 12 940
ol b T MO esise o I e e
m/z--> 50 100 150 200 250 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.30 3.29 ng 274075 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 92
2 Docosane 310 C22H46 000629-97-0 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
Abundance Scan 2248 (16.298 min): BG044049.D (-2244) (-) m/z 57.10 100.00%
57
4
113 183 16.00 16.20 16.40 16.60
o 10 L8 24 240 m/z 43.10 72.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57
5000 LR DL UL BN B
85 mmmmmmmm
4 m/z 71.10 65.78%
ol 20 | [ , 13 |141 184
m/z--> ﬁo Jo 65 85 160 150 140 1éo 1éo 260 250 240 2éo 2éo 360
Abundance #153223: Docosane
57
16.00 16,20 16.40 16.60
5000 85 m/z 85.10 48 .83%
4 113
. O R Tl
m/z--> ﬁo Jo 65 85 160 150 140 160 180 200 220 240 260 280 360
Abundance #141424: Heneicosane L L L L L N B
57 16.00 16.20 16.40 16.60
m/z 41.10 34.83%
5000 85
4 113
m/z--> ﬁo Jo 65 80 160 150 140 160 180 200 220 240 260 2éo 360 ! 16. 00 16. 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.10 2.77 ng 231101 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2385 (17.103 min): BG044049.D (-2379) (-) m/z 57.10 100.00%
57
T J\mukAwMAAAuw¢uhuwk
5000
| L] e 0 g e 1660 17100 1720 1740
o.upnqn..hw””Lme”“”q”“.J.“”.”.””.”.””.”q””.. m/z 71.10 69.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 LS DU UL UL B
mmﬂmﬂmﬂm
29 m/z 43.10 63.45%
113
o . I I | 770,141 169 197 225 253 281 309 338
m/z--> 25 45 60 85 160120140160180200220240260280300320340
Abundance #141426: Heneicosane
57
o 16,80 17.00 17.20 17.40
5000 m/z 85.10 52 .54%
29 113
0 L 14 169 197 225 253 296
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance #83025: Hexadecane e B m i S et
57 16.80 17.00 17.20 17.40
m/z 41.10 31.89%
- MM\—J\/\AM
85
29
0 ‘ L | ‘ (113 141 169 197 226
m/z--> i4b&%mmmmmmmmnmmmwmmﬁﬁo mmﬂmﬂmﬂm'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.84 2.63 ng 218838 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Nonadecane 268 C19H40 000629-92-5 87
3 10-MethvlInonadecane 282 C20H42 056862-62-5 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 2510 (17.837 min): BG044049.D (-2505) (-) m/z 57.10 100.00%
7
85
5000
113 17.60 17.80 18.00 18.20
141
ol LA 108 107 225 258 s13 43T ot 4310 79.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 UL UL UL SN
29 17.60 17.80 18.00 18.20
m/z 71.10 68.70%
o J 1L A8 241 169 197 225 253 282
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #117638: Nonadecane
57
" 17,60 17.80 18.00 18.20
5000 85 m/z 85.10 55.73%
29
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #129494: 10-Methylnonadecane A B B A Lt e
57 17.60 17.80 18.00 18.20
m/z 41.10 35.04%
85
5000
154
29
113
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.00 31.90 ng 2658560 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 94
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 83
Abundance Scan 2538 (18.002 min): BG044049.D (-2533) (-) m/z 74.05 100.00%
74
5000
43
17.60 17.80 18.00 18.20 18.40
ol 44 200 208313330 | /7 87.05  73.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119408: Hexadecanoic acid, methyl ester
74
5000 AR SR BRI SURLRA B
43 17.60 17.80 18.00 18.20 18.40
143 m/z 43.10 35.06%
101
SR Y O 3 O AN RN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84485: Tridecanoic acid, methyl ester
74
17.60 17.80 18.00 18.20 18.40
5000 43 m/z 55.10 27 .81%
143
0 l ‘H I \7\115 | ‘ 18\5\ 228
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester =TT TR
74 17.60 17.80 18.00 18.20 18.40
m/z 41.10 25.46%
5000 43
o 2 ‘ Ll 197 115 1f3 185 227 270
mz-> 20 4'0 6|O 8|0 100 120 140 160 180 200 22'0 240 260 25';0 300 320 17.60 17.80 18.00 18.20 18.40

8270-BG123019.M Wed Jan 15 17:16:23 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.52 3.38 ng 281812 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80

Abundance Scan 2626 (18.519 min): BG044049.D (-2623) (-) m/z 57.10 100.00%

57
85
5000

243
113 18.20 18.40 18.60 18.80
141 168 218
ol b f T I 108187 218 | 274205313 344 m/z 71.10 69.03%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane

-

5000 85 LIS LI L L L L L LB |
18.20 18.40 18.60 18.80
29 m/z 43.10 67.89%
| | 11}3 141 169 107 225 268
ol b b
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R B B
18.20 18.40 18.60 18.80
5000 85 m/z 85.10 54 _.52%
29 113
oL T, j by g lﬁl 169 197 225 253 295 323 367
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane I B EAR R A
57 18.20 18.40 18.60 18.80
m/z 41.10 31.73%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
el T R B B
m/z--> 50 100 150 200 250 300 350 18. 20 18. 40 18.60 18.80

8270-BG123019.M Wed Jan 15 17:16:23 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.14 142.08 ng 11842200 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 2732 (19.142 min): BG044049.D (-2727) (-) m/z 67.10 100.00%
67
4 95
5000
B g oy 0 i we|  ESBSEAEE
0 Lok Rt T W o= L. m/z 81.10 87.64%
m/z--> 50 100 150 200 250 300 350
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 e
5000 95 UL LA SRS B
18.80 19.00 19.20 19.40
m/z 55.10 69.48%
123
o a2
m/z--> 50 100 150 200 250 300 350
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41 UNNUNNUSURRA AR
95 18.80 19.00 19.20 19.40
5000 m/z 95.05 61.29%
123 150
oL, \‘, IR ‘I‘“.,m,.n, .18 23 28 MM
m/z--> 50 100 150 200 250 300 350
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R e RREREEEE o
n 67 18.80 19.00 19.20 19.40
m/z 41.10 58.05%
5000 95 /VLA
294
0 } I 178105 220037 263
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19,20 19.40

8270-BG123019.M Wed Jan 15 17:16:24 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 13 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.18 128.38 ng 10700100 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
3 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 98
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 94

Abundance Scan 2739 (19.183 min): BG044049.D (-2735) (-) m/z 55.10 100.00%

74

5000

_';E-

18.80 19.00 19.20 19.40
m/z 69.10 72.64%

o 296 321 353

m/z--> 50 100 150 200 250 300 350
Abundance #141283: 15-Octadecenoic acid, methyl ester

%

5000 TTrr T rrr [T r[rrrrri
18.80 19.00 19.20 19.40
29 264 m/z 41.10 69.20%
04
m/z--> 100 150 200 250 300 350
Abundance #141288: 16-Octadecenoic acid, methyl ester
AR S ey
74 18.80 19.00 19.20 19.40
5000 m/z 74.10 69.19%
‘ 264
123 180 222
o L) J\\ foin 232 77200 9T 246 | 296
m/z--> 100 150 200 250 300 350
Abundance #141275: 9-Octadecenoic acid, methyl ester e EREER R AR L
18.80 19.00 19.20 19.40
m/z 83.10 59.68%
5000
264
222 ‘
296
ol ““ W m‘" for ‘ 199 i ?4?.{. — |
m/z--> 200 250 300 350 18. 80 19. OO 19 20 19.40

8270-BG123019.M Wed Jan 15 17:16:25 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 14 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.31 22.21 ng 1851500 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 94
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 2761 (19.312 min): BG044049.D (-2755) (-) m/z 74.05 100.00%

7}

5000
43
208 19.00 19.20 19.40 19.60
o 167 326 38378 | "m/z 87.10 75.43%
m/z--> 50 100 150 200 250 300 350
Abundance #143129: Methyl stearate
74
5000 43 LA L L L L LB L BB |
19.00 19.20 19.40 19.60
143 298 m/z 43.10 35.86%
97 199 255
ol Muads, | o A2 1
m/z--> 50 100 150 200 250 300 350
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74

19.00 19.20 19.40 19.60
5000 m/z 55.10 28.04%

55 143 255
‘ o7 ‘ 199 \ 298
PN 1 O O < U SN
m/z--> 50 100 150 200 250 300 350
Abundance

#131300: Heptadecanoic acid, methy! ester L e o N R
74 19.00 19.20 19.40 19.60

m/z 41.10 23.65%

5000
43
143 284
oL \ J97115 | 163185 213 241

“L
o I T | | T
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60

8270-BG123019.M Wed Jan 15 17:16:25 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 16 Eicosanoic acid, methyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.40 2.41 ng 204683 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
3 Methvl stearate 298 C19H3802 000112-61-8 90
4 Hexacosanoic acid. methvl ester 410 C27H5402 005802-82-4 87
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
Abundance Scan 2946 (20.399 min): BG044049.D (-2942) (-) m/z 74.10 100.00%
74

5000

143

283 20.00 20.20 20.40 20.60 20.80

m/z 87.00 75.87%

. 185 216241 326 352376 404

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166219: Eicosanoic acid, methyl ester

I I
20.00 20.20 20.40 20.60 20.80
143 326 m/z 43.10 40.32%

171 199 227 255 283

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74
R B A
20.00 20.20 20.40 20.60 20.80
5000 m/z 55.10 32.04%
43
143 284
98 185
0 ..J.l.,ﬂtj.u*.i,u.t..,...t.‘,z.l?l..,l....,....,....,....,..

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143130: Methy! stearate A REAmE B
74 20.00 20.20 20.40 20.60 20.80

m/z 41.10 23.92%
5000
43
143
101 199 255 298

m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60 20.80

8270-BG123019.M Wed Jan 15 17:16:25 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 17 unknown20.44 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.44 2.68 ng 227602 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 5.12-octadecadienoate 294 C19H3402 1000336-43-1 38
2 1.9-Cvclohexadecadiene 220 C16H28 004277-06-9 35
3 8.10-Dodecadien-1-ol. (E.E)- 182 C12H220 033956-49-9 35
4 7.10-Octadecadienoic acid. methv... 294 C19H3402 056554-24-6 27
5 9-Borabicyclo[3.3.1]nonane, 9-(2... 178 C11H19BO 1000162-57-7 25
Abundance Scan 2953 (20.440 min): BG044049.D (-2949) (-) m/z 55.10 100.00%

5000

20.20 20.40 20.60 20.80
m/z 68.10 81.86%

) 234 262286 317 356 389413 470

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #139679: Methyl 5,12-octadecadienoate

5000 LA L L L L L L LB
20.20 20.40 20.60 20.80
m/z 81.10 77 .86%
178 220245 294
04
miz--> 50 100 150 200 250 300 350 400 450
Abundance #77676: 1,9-Cyclohexadecadiene
1 67
N
20.20 20.40 20.60 20.80
5000 95 m/z 41.10 62.85%
11 220
oL e |
miz--> 50 100 150 200 250 300 350 400 450
Abundance #47201: 8,10-Dodecadien-1-ol, (E,E)- EBaEEEEEE S S
68 20.20 20.40 20.60 20.80
m/z 67.10 58.06%
5000
41
l 3 . 18
I S —
miz--> 50 100 150 200 250 300 350 400 450 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 18 unknown20.50 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.50 2.14 ng 181964 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Oxabicvclol3.3.11Tnona-2-ene. 6... 198 C10H1402S 039869-51-7 38
2 1.2-Cvclohexanedicarboxvlic acid... 338 C20H3404 1000339-74-0 38
3 1.2-Cvclohexanedicarboxvlic acid... 392 C23H33F04 1000339-40-3 35
4 1.2-Cvclohexanedicarboxvlic acid... 338 C18H23Cl104 1000339-69-2 35
5 1,2-Cyclohexanedicarboxylic acid... 338 C18H23Cl104 1000339-69-3 35
Abundance Scan 2963 (20.499 min): BG044049.D (-2960) (-) m/z 155.10 100.00%
155
67
5000
41 95124 187 Mt e e
240 20.20 20.40 20.60 20.80
ol \ J.J: 1. u|. AL 28310 393385 416442 485 | n/z 67.10  62.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59197: 9-Oxabicyclo[3.3.1]nona-2-ene, 6-acethylthio-
155
43
5000 UV PN SR
a1 20.20 20.40 20.60 20.80
m/z 55.10 57 .08%
122 108
0 #ﬁmﬁmﬁm
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175374: 1,2-Cyclohexanedicarboxylic acid, cyclohexylmethy...
155
20.20 20.40 20.60 20.80
5000 55 81 m/z 68.10 50.62%
126
196 225
ol L o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #208542: 1,2-Cyclohexanedicarboxylic acid, 3-fluorophenyl ... R Ea  RERR RS S
155 20.20 20.40 20.60 20.80
m/z 81.10 37 .29%
5000
g1 109 281
4\3 Lo 221 2‘\19
Oy m e e T e e e e e e e B R R
m/z--> 50 100 150 200 250 300 350 400 450 500 2020 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044049.D

Aca On : 14 Jan 2020 23:21

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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 19 1-Hexadecanol, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.26 2.55 ng 216842 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 93
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 87
3 DimethvImalonic acid. 2-fluoro-3... 546 C30H46F404 1000362-01-0 87
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 86
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 86
Abundance Scan 3093 (21.263 min): BG044049.D (-3090) (-) m/z 57.10 100.00%
57
5000
v e 2100 21.20 21.40 21.60
163 226250276 317 . : . .
ol J 1130103 202220250276 317340368 399 431480 | st 3 10 64 847
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107668: 1-Hexadecanol, 2-methyl-
57
5000 83 L UL SRR B UL
29 21.00 21.20 21.40 21.60
111 m/z 71.10 56.20%
0 ll l.ll§9 168 210238
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119525: 1-Decanol, 2-octyl-
57
2100 21.20 21.40 21.60
5000 83 m/z 55.10 41.11%
29 111 -
oL Pz a2
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #238897: Dimethylmalonic acid, 2-fluoro-3-trifluoromethylp... R E e R aa e
57 15 21.00 21.20 21.40 21.60
89 m/z 83.10 38.86%
5000
29
o S —
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21,40 21.60

8270-BG123019.M Wed Jan 15 17:16:27 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011420\
Data File : BG044049.D

Acq On : 14 Jan 2020 23:21

Operator : JU

Sample : L1004-01 5X

Misc :

ALS Vial : 18 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... 3.14 4.2 ng 188621 1 7.95 890591 20.0
2-Pentanone, 4-hy... 5.06 3.2 ng 140806 1 7.95 890591 20.0
unknown? .48 7.48 17.1 ng 759783 1 7.95 890591 20.0
Tetradecane 14.49 2.1 ng 178320 3 14.58 1665910 20.0
Bacchotricuneatin c 15.44 2.3 ng 190392 3 14.58 1665910 20.0
Tridecane 16.30 3.3 ng 274075 4 17.33 1666950 20.0
Tetracosane 17.10 2.8 ng 231101 4 17.33 1666950 20.0
Eicosane 17.84 2.6 ng 218838 4 17.33 1666950 20.0
Hexadecanoic acid... 18.00 31.9 ng 2658560 4 17.33 1666950 20.0
Nonadecane 18.52 3.4 ng 281812 4 17.33 1666950 20.0
9,12-Octadecadien... 19.14 142.1 ng 11842200 4 17.33 1666950 20.0
15-Octadecenoic a... 19.18 128.4 ng 10700100 4 17.33 1666950 20.0
Methyl stearate 19.31 22.2 ng 1851500 4 17.33 1666950 20.0
Eicosanoic acid, ... 20.40 2.4 ng 204683 5 21.59 1701030 20.0
unknown20.44 20.44 2.7 ng 227602 5 21.59 1701030 20.0
unknown20.50 20.50 2.1 ng 181964 5 21.59 1701030 20.0
1-Hexadecanol, 2-_... 21.26 2.5 ng 216842 5 21.59 1701030 20.0
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