LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample : K5539-07

Misc :

ALS Vial : 15 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-BG102119.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 3.194 13 18 26 rvB 84791 113745 3.23% 0.588%
2 5.127 342 347 356 rBV 53682 84362 2.39% 0.436%
3 5.614 423 430 443 rBV 724158 1242635 35.28% 6.421%
4 7.213 694 702 721 rBV 756236 1442818 40.96% 7.456%
5 7.565 753 762 774 rBV 777749 1389266 39.44% 7.179%
6 8.023 833 840 848 rBV 150994 261547 7.42% 1.352%
7 8.347 886 895 905 rBV 566760 1027682 29.17% 5.311%
8 9.187 1030 1038 1057 rBV 400895 833054 23.65% 4 .305%
9 10.832 1310 1318 1328 rBV 153172 323655 9.19% 1.672%
10 13.276 1727 1734 1760 rBVY 1190692 1974377 56.05% 10.203%

11 14.099 1869 1874 1888 rBV 66316 131757 3.74% 0.681%
12 14.651 1961 1968 1977 rBV2 306205 528414 15.00% 2.731%
13 16.137 2213 2221 2242 rBV 1168068 2024808 57.48% 10.463%
14 16.960 2354 2361 2373 rBV3 19107 41541 1.18% 0.215%
15 17.395 2428 2435 2440 rBvV 422088 675406 19.17% 3.490%

16 17.436 2440 2442 2451 rVV 86595 134152 3.81% 0.693%
17 17.518 2451 2456 2464 rVB6 21655 53972 1.53% 0.279%
18 18.282 2580 2586 2591 rBV4 48401 83730 2.38% 0.433%
19 19.445 2778 2784 2791 rBV 131061 200236 5.68% 1.035%
20 19.810 2836 2846 2855 rBV 107104 216162 6.14% 1.117%

21 20.003 2872 2879 2895 rBV 2555620 3522684 100.00% 18.204%
22 21.308 3096 3101 3113 rBV9 40474 126294 3.59% 0.653%
23 21.660 3149 3161 3167 rBV 515343 1028603 29.20% 5.315%
24 21.848 3189 3193 3201 rVB4 45261 74116 2.10% 0.383%
25 22.448 3291 3295 3302 rVB3 52992 81249 2.31% 0.420%

26 23.135 3405 3412 3422 rVB2 58335 117507 3.34% 0.607%
27 23.329 3439 3445 3451 rVB2 57659 109440 3.11% 0.566%
28 23.852 3526 3534 3541 rBV3 30959 108725 3.09% 0.562%
29 23.934 3541 3548 3555 rVB4 52624 134573 3.82% 0.695%

30 24.563 3649 3655 3660 rBv4 17744 39857 1.13% 0.206%
31 24.704 3671 3679 3687 rBV3 31379 83602 2.37% 0.432%
32 24.857 3694 3705 3720 rBV 346041 1030312 29.25% 5.324%
33 25.985 3890 3897 3907 rBV5 23622 68683 1.95% 0.355%
34 27.336 4118 4127 4137 rVB5 12973 42660 1.21% 0.220%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample : K5539-07

Misc :

ALS Vial : 15 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-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 19351624
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample = K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043363.D
2500000

2000000

1500000

1000000
5.61 7.21 1.57

8.35
500000 9.19

.19 513 8.02 10.83

e e o RS USRS L SSUESMESSESMFSVIESI LSS | S | SIS NSRRI | SRR L S ———————

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 11.00 1150 1200 1250

Abundance TIC: BG043363.D
2500000 20.00

2000000

1500000
13.28 16.14

1000000

21.66
500000 17.39
14.65

19.4519.81

o 14.10 16.96 78 18.28 21.31 [R1.85 2245

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: BG043363.D
2500000

2000000

1500000

1000000

500000 24.86

23.23.33 2?&93 24246 25.98 27.34

R mmEe O L T L RARA AAARa = a s L &

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\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample = K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3

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

3.19 8.70 ng 113745 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 17 (3.188 min): BG043363.D (-13) (-) m/z 73.10 100.00%
73

-

5000
43 55 87
3.20 3.30 3.40 3.50 3.60
49
Ot L A9 88 e || M/Z 43.10  36.54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L L L LB L B
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 31.04%
29
35 |l | 67 ||, 80
Ot e Pt el e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

3.20 3.30 3.40 3.50 3.60
5000 55 m/z 55.10 30.58%

iy

EE

0 ‘79 .97 112 129
.,....,....,....,....,... e R LB ERRE =
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #8705: 2 Hydroxy-2-methylbutyric acid
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.96%
5000 43 55
29

oLz g8t e 103

T T T T T T R e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample = K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 4

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

5.13 6.45 ng 84362 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 348 (5.133 min): BG043363.D (-342) (-) m/z 43.05 100.00%
43
5000 j\k\Ayvv-
101 S Rana TSRy e
480 5.00 5.20 5.40
o...UI~,.°.§3.-,|....,....,....,....,...3‘.‘1, m/z 59.10 68.84%
m/z--> 50 100 150 200 250 300
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR RS LR
480 5.00 5.20 5.40
m/z 101.10 24 .01%
26 40 g3 101
Ot
m/z--> 50 100 150 200 250 300
Abundance #12814: Dimethadione
43
480 500 520 540
5000 m/z 58.05 16.42%
15 129
0
0"""‘lé ‘?ql' UL L UL L S
m/z--> 50 100 150 200 250 300
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59 480 5.00 5.20 5.40
m/z 41.10 8.73%
5000
0..L..J|J...1|02................|....|
m/z--> 50 100 150 200 250 300 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample = K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.57 106.24 ng 1389270 1,4-Dichlorobenzene-d4 8.02

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12

3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 763 (7.571 min): BG043363.D (-753) (-) m/z 132.00 100.00%

132
5000 68 /\_
0 s 1 2o % 0ems 720 7.40 7.60 7.80 8.00
01 e B m/z 68.10 40.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A NRANERARSS RN NARRE Y

7.20 7.40 7.60 7.80 8.00
m/z 134.00  33.34%

31 51

9
01 B I B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
24 B e e e R
7.20 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.10 29.56%
0 L ‘h oLl “ i 158 189
,,,,,,,,,
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132 7.20 7.40 7.60 7.80 8.00

m/z 69.10 18.64%

5000
104
66
14 27 39 51 °P 77 g9 ‘\ 115 ‘
o) S A S N Y R .- Y

m/z--> 20 40 60 80 100 120 140 160 180 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\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample = K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.28 2.48 ng 83730 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
2 Tridecanoic acid 214 C13H2602 000638-53-9 55
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Octadecanoic acid 284 C18H3602 000057-11-4 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2586 (18.282 min): BG043363.D (-2580) (-) m/z 73.10 100.00%
5 7B
5000
97 129 192 513
171
4 256 g1 331 18.00 18.20 18.40 18.60
0! m/z 60.10 88.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
5000
18.00 18.20 18.40 18.60
157 g5 213 256 m/z 55.10 79.43%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
3 | B
18.00 18.20 18.40 18.60
5000 129 m/z 43.05 74.24%
ol..28 Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 | 73 18.00 18.20 18.40 18.60
m/z 41.10 68.01%
5000 129
0 ...,z.a..‘,“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample = K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentafluoropropionic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

2131 2.46ng 126294  Chrysene-d12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta...
2 Heptadecvl heptafluorobutvrate

3 Octacosvl trifluoroacetate

4 Octatriacontvl pentafluoropropio...
5 Hexatriacontyl pentafluoropropio...

402 C20H35F502
452 C21H35F702
506 C30H57F302
697 C41H77F502
669 C39H73F502

959218-78-1 83
959085-66-6 81
1000351-74-9 76
1000351-89-1 74
1000351-89-0 74

Abundance Scan 3101 (21.308 min): BG043363.D (-3096) (-) m/z 57.10 100.00%
57
83
5000
155181 223 250 21.00 21.20 21.40 21.60
0! m/z 43.10 72.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97
5000 LI N O N I B N
21.00 21.20 21.40 21.60
29 125 m/z 83.10 65.44%
0 || | ] ||l ll§4 182 2].'0 2:?8 283 384
B B B L N B e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 21.00 21.20 21.40 21.60
5000 m/z 55.10 60.28%
111
2 169
LT L) 910 210238 e 34
A et
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate P e e
57 21.00 21.20 21.40 21.60
m/z 69.10 55.64%
97
5000
29 125
ol | ‘l (153181208 250278 306334 364 392 437 488
L B B I B e i e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample = K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.14 2.28 ng 117507 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 93
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 3413 (23.141 min): BG043363.D (-3405) (-) m/z 57.10 100.00%

5000

L

113 22.80 23.00 23.20 23.40
141169197 905253 341
ol 225253281 m/z 43.05 66 .65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83025: Hexadecane
57

5000 T TR
22.80 23.00 23.20 23.40

20| | | m/z 71.05  60.64%

o | J 113141169197 226
L o L e o o o o o B B
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105894: Heptadecane, 2-methyl-

43

22.80 23.00 23.20 23.40
5000 m/z 85.10 50.26%

71
o J |9 127155183211239
L A I o LI I i o o o B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

22.80 23.00 23.20 23.40
m/z 55.05 19.97%

5000
| 113141169197 225253 281309337 379 421449477 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample = K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.33 2.12 ng 109440 Perylene-di12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
4 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 78
5 trans-Farnesol 222 C15H260 000106-28-5 70
Abundance Scan 3445 (23.329 min): BG043363.D (-3439) (-) m/z 69.10 100.00%
69
5000
41
\ 15 37 177 208 231953273 317 355 23.00 23.20 23.40 23.60
oLt bt L gD 70 21298278 817 S sz 81.05  59.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
60
5000
a1 23.00 23.20 23.40 23.60
% o m/z 41.10 25.52%
ol— | el .J|,Ji.‘l.'7.l. LIS R —
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60
5000 m/z 68.05 17.19%
41
’ 95 137
oLl L L7 | 163 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 23.00 23.20 23.40 23.60
m/z 95.10 16.54%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043363.D

Aca On : 28 Oct 2019 23:26

Operator :© JU

Sample = K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Heptadecane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.93 2.61 ng 134573 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetracosane 338 C24H50 000646-31-1 80
4 Heptadecane 240 C17H36 000629-78-7 72
5 Decane, l-iodo- 268 C10H211 002050-77-3 70
Abundance Scan 3547 (23.928 min): BG043363.D (-3541) (-) m/z 57.05 100.00%
57
5000
169 207 251 23.60 23.80 24.00 24.20
oLk 4 55 45 "m/z 43.05 71.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105891: Heptadecane, 3-methyl-
57
5000 85 USSR IR
23.60 23.80 24.00 24.20
29\ 13 295 m/z 71.10 57.42%
I O e -
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57
a5 23.60 23.80 24.00 24.20
5000 m/z 85.10 46 .36%
29
0 l‘ | F W l JJ 1:}3 1 141 169 197 268
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57 23.60 23.80 24.00 24.20
m/z 41.10 20.06%
85
5000
29
ol 1]} | 113,141 169 197 225 253 338
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102819\
Data File : BG043363.D

Acq On : 28 Oct 2019 23:26

Operator : JU

Sample : K5539-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 3.19 8.7 ng 113745 1 8.02 261547 20.0
2-Pentanone, 4-hy... 5.13 6.5 ng 84362 1 8.02 261547 20.0
unknown7 .57 7.57 106.2 ng 1389270 1 8.02 261547 20.0
n-Hexadecanoic acid 18.28 2.5 ng 83730 4 17.39 675406 20.0
Pentafluoropropio... 21.31 2.5 ng 126294 5 21.66 1028600 20.0
Hexadecane 23.14 2.3 ng 117507 5 21.66 1028600 20.0
Squalene 23.33 2.1 ng 109440 6 24.86 1030310 20.0
Heptadecane, 3-me... 23.93 2.6 ng 134573 6 24.86 1030310 20.0
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