LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044433.D

Aca On : 14 Feb 2020 1:13

Operator : CG/JU

Sample : L1510-03

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-BG013020.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 5.009 322 327 336 rVB2 37333 63795 1.85% 0.267%
2 5.485 399 408 420 rBVY 1249364 2042210 59.37% 8.532%
3 7.083 671 680 699 rBY 1226594 2256528 65.60% 9.428%
4 7.906 812 820 828 rBV 333321 570701 16.59% 2.384%
5 8.229 867 875 884 rBVY 1011338 1768508 51.41% 7.389%

9.063 1008 1017 1028 rBV 783094 1423230 41.38% 5.946%
10.709 1289 1297 1313 rBV 457465 855431 24.87% 3.574%
13.164 1707 1715 1733 rBV 1931690 3103742 90.23% 12.967%
13.999 1850 1857 1867 rBV 63301 102783 2.99% 0.429%
14.545 1942 1950 1965 rBV 749187 1159667 33.71% 4._.845%

=
QO ~NO®

11 16.032 2196 2203 2217 rBV 1459988 2300594 66.88% 9.612%
12 17.289 2410 2417 2422 rBV 812235 1269183 36.90% 5.303%
13 19.340 2762 2766 2772 rVB 71790 106166 3.09% 0.444%
14 19.698 2824 2827 2834 rVB 63915 102881 2.99% 0.430%
15 19.904 2856 2862 2869 rBV 2633421 3439819 100.00% 14.372%

16 21.202 3080 3083 3090 rvB3 102660 158739 4.61% 0.663%
17 21.531 3133 3139 3145 rBvV 772657 1305021 37.94% 5.452%
18 21.972 3209 3214 3221 rVB 166266 262314 7.63% 1.096%
19 22.324 3271 3274 3281 rVB 77842 113040 3.29% 0.472%
20 22.988 3384 3387 3395 rVB 77690 138011 4._.01% 0.577%

21 24.627 3658 3666 3684 rVB2 437533 1392451 40.48% 5.818%

Sum of corrected areas: 23934814
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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\BG021320\

BG044433.D

14 Feb 2020 1:13

CG/JuU

L1510-03

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG044433.D

5.49 7.08
8.23
9.06

10.71
7.91

501

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

13.16

TIC: BG044433.D

19.90

16.03

21.53

14.55 17.29

21.97,

21.20 22.32

19.3419.70

14.00

05
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

2500000

2000000

1500000

1000000

500000
22.99

TIC: BG044433.D

24.63

N

ol
23.00

Time-->

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\BG021320\
Data File : BG044433.D

Aca On : 14 Feb 2020 1:13

Operator : CG/JU

Sample : L1510-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.01 2.24 ng 63795 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 (2.3.3-Trimethvloxiranvl)methanol 116 C6H1202 1000306-64-7 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 17

Abundance Scan 327 (5.009 min): BG044433.D (-322) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 SR SRR RS SRR
| 730 g5q | 460 4.80 5.00 5.20 5.40
o L L1 S & L o uim S m/z 59.10 64.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR LR I AL R
460 4.80 5.00 5.20 5.40
59.0 m/z 101.10 22.05%
210 | 510 || 69.0 830910 1,01'0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520 5.40
5000 m/z 58.05 14 .99%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8190: (2,3,3-Trimethyloxiranyl)methanol
43.0 59.0 460 4.80 5.00 5.20 5.40
m/z 41.05 9.04%
5000
31.0
73.0
...,....,....i:...Mlln.,..w.i.. ..pﬂw..,?ﬁg,...%?¥9..,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044433.D

Aca On : 14 Feb 2020 1:13

Operator : CG/JU

Sample : L1510-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG013020.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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.20 2.43 ng 158739 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 90
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 90
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 90
5 Octacosyl pentafluoropropionate 556 C31H57F502 1000351-88-9 87
Abundance Scan 3083 (21.202 min): BG044433.D (-3080) (-) m/z 57.10 100.00%
57.1
J 391, 2260 20.80 21.00 21.20 21.40 21.60
281.0 361.1 . : : : : :
A AL g8 | S o3es 0oLt A3 0 Tw/z 43.10  90.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175128: Trifluoroacetoxy hexadecane
43.0
3.0
5000 R PR UM A B
924.0 20.80 21.00 21.20 21.40 21.60
250 " 60,0 m/z 71.10 70.36%
om0, | 20 a0
m/z--> 50 160 1%0 260 250 300 350 400 450 500
Abundance #187989: Oxalic acid, hexadecy! propy! ester
43.0
20.80 21.00 21.20 21.40 21.60
5000 30 m/z 55.10 63.87%
fﬂ 269.0
..,....L].t"‘.?f.’,...lg.ﬁ?... T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #119525: 1-Decanoal, 2-octyl- A EEaEE e
57.0 20.80 21.00 21.20 21.40 21.60
m/z 83.10 55.51%
- meljk’\-’\/'\w
7.0
l | 1390 1600 2520
m/z--> % 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044433.D

Aca On : 14 Feb 2020 1:13

Operator : CG/JU

Sample : L1510-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 1,19-Eicosadiene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.97 4.02 ng 262314 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 99
2 13-Docosen-1-ol. (2)- 324 C22H440 000629-98-1 93
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 3214 (21.972 min): BG044433.D (-3209) (-) m/z 82.10 100.00%

43.1] 8J.1
5000

21.60 21.80 22.00 22.20
W 6401999 243.0 278.1 325.7 381.1
1, 16401999 24302781 3257 3814153 o 57 90 96,91k

m/z--> 50 100 150 200 250 300 350 400
Abundance #126193: 1,19-Eicosadiene
53.0
5000 960 T LA N B L L L L I

21 60 21. 80 22. OO 22.20
m/z 43.10 93.74%

\ || 380 180.0 236.0 278.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #164554: 13-Docosen-1-ol, (2)-
82.0
B e R
21.60 21.80 22.00 22.20
5000 41.0 m/z 55.10 71.63%
J Y240 306.0
66. 0 ‘
bl L om0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #117617: Oxirane, hexadecyl- R Ba T e R
43.0 82.0 21.60 21.80 22.00 22.20

m/z 96.10 68.23%

5000
24.0
i ’ nl | , 166.0 208.0 250.0

Tt LA e e e e e e L L L L L
T | | T T | T

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044433.D

Aca On : 14 Feb 2020 1:13

Operator : CG/JU

Sample : L1510-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.99 2.12 ng 138011 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 3387 (22.988 min): BG044433.D (-3384) (-) m/z 57.10 100.00%
57.1
5000 A\A/\JJ\/\I\J\\—V\
0L i1 19700300 o 70 3701 a15s draa | 2200 200 2300 730 2340
MNP X 10 U W oV v i O e B L m/z 71.10 59.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #153222: Docosane
57.0
5000 AR BN

22 60 22. 80 23. OO 23 20 23. 40
m/z 43.10 58.07%

9.0
, 141.0 183.0 225.0 267.0 310.0

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

%

Abundance #185535: Heptadecane, 9-octyl-
57.0
R o I o R
22.60 22.80 23.00 23.20 23.40
5000 m/z 85.10 53.13%
9.0
2390
J:!-4:!-(‘) e PG V\W—JL"/\'\/\/
L o o o I i e e e e e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141424: Heneicosane R EREREREEEE R
57.0 22.60 22.80 23.00 23.20 23.40
m/z 41.10 21.42%
- QMKAANNMAMVWAﬂ/\“WMJ\WM/\*%MM
9.0
14.0 | /14101830 2250  296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 22 60 22. 80 23. 00 23 20 23. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021320\
Data File : BG044433.D

Acq On : 14 Feb 2020 1:13

Operator : CG/JU

Sample : L1510-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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]
2-Pentanone, 4-hy... 5.01 2.2 ng 63795 1 7.91 570701 20.0
Trifluoroacetoxy ... 21.20 2.4 ng 158739 5 21.53 1305020 20.0
1,19-Eicosadiene 21.97 4.0 ng 262314 5 21.53 1305020 20.0
Docosane 22.99 2.1 ng 138011 5 21.53 1305020 20.0
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