LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045197.D

Aca On : 28 Apr 2020 22:53

Operator : CG/JU

Sample = L2428-05

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-BG041520.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 3.156 7 11 21 rVB 40372 69180 1.74% 0.358%
2 5.558 413 420 436 rBV 573175 1069748 26.95% 5.529%
3 7.156 684 692 708 rBV 660139 1256090 31.65% 6.492%
4 7.990 827 834 843 rBV 188149 346808 8.74% 1.792%
5 8.313 880 889 900 rBV 573285 1072395 27.02% 5.542%
6 9.148 1022 1031 1043 rBVY 428713 841352 21.20% 4.348%
7 10.798 1303 1312 1320 rBV 254750 490924 12.37% 2.537%
8 13.254 1722 1730 1743 rBV 1432659 2315257 58.33% 11.966%
9 14.082 1863 1871 1877 rBV 116124 180418 4 .55% 0.932%
10 14.628 1952 1964 1976 rBvV 481023 891933 22.47% 4.610%

11 16.120 2211 2218 2230 rBV 1344689 2112316 53.22% 10.917%
12 17.378 2425 2432 2444 rBV 682674 1083091 27.29% 5.598%
13 18.276 2579 2585 2594 rBV2 126829 185976 4.69% 0.961%
14 19.545 2796 2801 2806 rBV4 39266 56491 1.42% 0.292%
15 19.992 2871 2877 2893 rBV 2941036 3968938 100.00% 20.513%

16 21.114 3063 3068 3073 rBV 71605 107484 2.71% 0.556%
17 21.296 3094 3099 3110 rBV 264189 404694 10.20% 2.092%
18 21.642 3151 3158 3169 rBV2 646281 1118970 28.19% 5.783%
19 21.854 3190 3194 3200 rBV3 33135 48479 1.22% 0.251%
20 22.459 3292 3297 3306 rBv4 51488 118015 2.97% 0.610%

21 23.146 3408 3414 3419 rVB2 56665 100715 2.54% 0.521%
22 23.945 3543 3550 3556 rBV3 66747 145807 3.67% 0.754%
23 24.815 3688 3698 3706 rBV2 377999 1147830 28.92% 5.932%
24 26.001 3893 3900 3906 rVB5 43081 103197 2.60% 0.533%
25 26.107 3911 3918 3925 rBV9 36475 112492 2.83% 0.581%

Sum of corrected areas: 19348600
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG042820\

BG045197.D

28 Apr 2020 22:53

CG/JuU

L2428-05

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

.16

N

TIC: BG045197.D

7.16

5.56 8.31

9.15

7.99 10.80

0
Time-->
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7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
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TIC: BG045197.D

19,99

16.12

17.38
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Time-->
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2500000

2000000

1500000

1000000

500000

23.15
o=

TIC: BG045197.D

24.81

23.95 j\\
Al

26601

23.00

Time-->

23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045197.D

Aca On : 28 Apr 2020 22:53

Operator : CG/JU

Sample : L2428-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown3.16 Concentration Rank 3

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

3.16 3.99 ng 69180 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 33
2 Methane. i1sothiocvanato- 73 C2H3NS 000556-61-6 9
3 Myo-Inositol. 2-C-methvl- 194 C7H1406 000472-96-8 9
4 1-(2-Methoxvethoxvy)-2-methvl-2-p... 162 C8H1803 1000364-24-4 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 12 (3.162 min): BG045197.D (-7) (-) m/z 73.05 100.00%
73.0
5000

3.20 3.30 3.40 3.50 3.60

|‘|l| 1343 2068 310.6 407.9 509.8

. A SN s m/z 43.05 24_.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
3.20 3.30 3.40 3.50 3.60
m/z 87.05 24 _63%
244
—_l
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #715: Methane, isothiocyanato-
73.0
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.05 13.96%
299
R o o LI A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56664: Myo-Inositol, 2-C-methyl-
73.0 3.20 3.30 3.40 3.50 3.60
m/z 71.05 10.04%
5000
31 [11&015&0
R o o o o e LI e o e o o A
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\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045197.D

Aca On : 28 Apr 2020 22:53

Operator : CG/JU

Sample : L2428-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 n-Hexadecanoic acid Concentration Rank 4

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

18.28 3.43 ng 185976 Phenanthrene-d10 17.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

5000

Abundance Scan 2586 (18.282 min): BG045197.D (-2579) (-)
73.0
5000
4110
129.1 13.2
I Y 7

m/z--> 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid

m/z--> 50 100 150 200 250 300 350 400
Abundance #84453: Tetradecanoic acid
73.0
41,0
5000 129.0
‘ 185.0 228.0
.ﬂwr JJL#H.u.,.w.L;..L.,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance #72648: Tridecanoic acid
73.0
5000
440 129.0
‘ 1710 2140
m/z--> 50 100 150 200 250 300 350 400

m/z 73.00 100.00%

18.00 18.20 18.40 18.60

m/z 60.05 70.41%

ppr A
LI S e O I L

T
18.00 18.20 18.40 18.60

m/z 43.05 61.18%

18.00 18.20 18.40 18.60

m/z 55.05 49_26%

18.00 18.20 18.40 18.60

m/z 57.00 46.54%

18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045197.D

Aca On : 28 Apr 2020 22:53

Operator : CG/JU

Sample : L2428-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 4 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.30 7.23 ng 404694 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 3100 (21.302 min): BG045197.D (-3094) (-) m/z 83.05 100.00%

83.0
5000{ 41d

25.2 LB I e e i

21. 00 21. 20 21. 40 21 60
168.2 221.1 280.1 . .
- | .,..1.1.,....,....,....,??‘?.9,...‘.‘?“3.‘.‘..,....,.“?3.5.? m/z 57.05 95.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
57.0

5000 e e A
21,00 21.20 21.40 21.60

11.0
m/z 69.05 88.26%

J l | 1‘53-0196 0 280.0
L i e o e B SBLALE I i s e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-

55.0

21.00 21. 20 21. 40 21.60

5000 7.0 m/z 55.05 85.65%
J l 139.0182.0223.0 280. 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene
43.0 7.0 21.00 21.20 21.40 21.60
m/z 97.05 84 .46%
5000
| ﬂ39°182022402660

m/z--> 0 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\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045197.D

Aca On : 28 Apr 2020 22:53

Operator : CG/JU

Sample : L2428-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Sulfurous acid, 2-propyl tr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.46 2.11 ng 118015 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 80
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 80
3 Nonadecane 268 C19H40 000629-92-5 76
4 Tritriacontane 465 C33H68 000630-05-7 72
5 Eicosane 282 C20H42 000112-95-8 68
Abundance Scan 3297 (22.459 min): BG045197.D (-3292) (-) m/z 57.05 100.00%
57.0
o \,_A/\/\f\\ww

. 168.1207.9 282.0 ) 415.1 540.8 22. 20 22. 40 22. 60 22. 80

Sk m/z 71.10  75.66%

T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0

5000 50 LANLINL I L L LB L L B BB
: 22. 20 22. 40 22. 60 22. 80
m/z 43.05 59.29%
L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43.0
L e
22.20 22.40 22.60 22.80
5000 m/z 85.05 55.78%
5.0

L1 ) 132701690 2330

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane

22.20 22.40 22.60 22.80
m/z 69.05 33.19%

5000

" 141.0183.0225.0268.0
m/z--> 50 100 150 200 250 300 350 400 450 500 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045197.D

Aca On : 28 Apr 2020 22:53

Operator : CG/JU

Sample : L2428-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 2-methylhexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.95 2.54 ng 145807 Perylene-di12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane. 1-i1odo- 352 C16H331 000544-77-4 86
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Octadecane 254 C18H38 000593-45-3 81
Abundance Scan 3551 (23.951 min): BG045197.D (-3543) (-) m/z 57.05 100.00%
5000
T 23.60 23.80 24.00 24.20
41.3  207.1 2049 357.1 . : : : :
2529 1289 S04 “hJz 71.05  79.17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202663: 2-methylhexacosane
57.0
5000
23.60 23.80 24.00 24.20
9.0 m/z 85.05 61.65%
AL o m0ms00670 a0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane
57.0
23.60 23.80 24.00 24.20
5000 m/z 43.05 52.73%
9.0
AL 1401830050 SO
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #184946: Hexadecane, 1-iodo- e
57.0 23.60 23.80 24.00 24.20
m/z 55.00 21.45%
5000
9.0 225.0
L] #0830 | 352.0
m/z--> 50 100 150 200 250 300 350 400 450 500 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\BG042820\
Data File : BG045197.D

Acq On : 28 Apr 2020 22:53

Operator : CG/JU

Sample - L2428-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3.16 3.16 4.0 ng 69180 1 7.99 346808 20.0
n-Hexadecanoic acid 18.28 3.4 ng 185976 4 17.38 1083090 20.0
3-Eicosene, (E)- 21.30 7.2 ng 404694 5 21.64 1118970 20.0
Sulfurous acid, 2... 22.46 2.1 ng 118015 5 21.64 1118970 20.0
2-methylhexacosane 23.95 2.5 ng 145807 6 24.81 1147830 20.0
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