LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044441.D

Aca On : 14 Feb 2020 16:41

Operator : CG/JU

Sample : L1523-02

Misc :

ALS Vial : 6 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

4._.997 319 325 334 rBvV2 41836 69353 2.12% 0.406%
5.473 399 406 425 rBV 716704 1186216 36.26% 6.947%
rBv 692968 1254100 38.34% 7.345%
7.894 811 818 827 rBV 186013 323468 9.89% 1.894%
8.217 866 873 884 rBvV 602345 1050906 32.12% 6.155%
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9.051 1006 1015 1036 rBV 416984 799164 24.43% 4 _.680%
10.696 1286 1295 1314 rBV 233171 450376 13.77% 2.638%
13.158 1706 1714 1734 rBV 1153052 1880775 57.49% 11.015%
13.992 1850 1856 1868 rVB 27660 52589 1.61% 0.308%
14.533 1942 1948 1960 rBV2 409825 657454 20.10% 3.850%

=
QO ~NO®

11 16.019 2195 2201 2220 rBV 943744 1512177 46.22% 8.856%
12 17.277 2408 2415 2425 rBV 551766 866318 26.48% 5.073%
13 19.891 2854 2860 2873 rBV 2397672 3271341 100.00% 19.158%
14 21.190 3076 3081 3095 rBV 115301 219869 6.72% 1.288%
15 21.425 3116 3121 3128 rVB 111301 147980 4._.52% 0.867%

16 21.519 3131 3137 3148 rBV 673517 1102329 33.70% 6.456%
17 21.724 3167 3172 3181 rVB 37175 57519 1.76% 0.337%
18 22.312 3265 3272 3280 rBV 58209 111921 3.42% 0.655%
19 22.976 3380 3385 3392 rVB 71019 126838 3.88% 0.743%
20 23.158 3409 3416 3424 rBV 199498 372536 11.39% 2.182%

21 23.746 3508 3516 3523 rBV2 65382 146766 4._.49% 0.860%
22 24.603 3652 3662 3683 rBV2 415881 1262682 38.60% 7.395%

23 25.726 3845 3853 3864 rVB2 38374 108295 3.31% 0.634%
24 27.018 4067 4073 4079 rVB6 17319 44382 1.36% 0.260%

Sum of corrected areas: 17075354
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG021420\
Data File : BG044441.D

Aca On : 14 Feb 2020 16:41

Operator : CG/JU

Sample : L1523-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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: BG044441.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044441.D

Aca On : 14 Feb 2020 16:41

Operator : CG/JU

Sample : L1523-02

Misc :

ALS Vial : 6 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 3

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

5.00 4.29 ng 69353 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 .alpha.-Hvdroxvisobutvric acid. ... 146 C6H1004 1000374-31-3 45
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 3-Pentanol 88 C5H120 000584-02-1 17

Abundance Scan 326 (5.003 min): BG044441.D (-319) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.0 INSEINAEASNARAR AR RN
73.1 86.0 460 4.80 5.00 520 5.40
0”'P”W'”W”'ﬂ””lJhP'”Ph'P“W'”“”'W””P'”P”W”'W” m/z 59.10 66.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 NSRS SN SRS
460 4.80 5.00 520 5.40
59.0 m/z 101.00 21.47%
. 2}9 | | 71.0 83.0 101.0
s I S W B 6 7o a5 90 200 118 155 150 140 1%
Abundance #21841: .alpha.-Hydroxyisobutyric acid, acetate
43.0
460 480 500 520 540
5000 m/z 58.10 16.25%
59.0 101.0
0 150 310 | 72.0 87.0 129.0 145.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8206: Acetic acid, 1,1-dimethylethy!| ester
43.0 460 4.80 5.00 520 5.40
m/z 41.10 10.69%
57.0
5000
20.0 101.0
0 150 | 73.0 85.0
m/z--> 10 20 3'0 40 50 6|0 70 80 90 100 110 120 130 140 150 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044441.D

Aca On : 14 Feb 2020 16:41

Operator : CG/JU

Sample : L1523-02

Misc :

ALS Vial : 6 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 3 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.19 3.99 ng 219869 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance _ Scan 3081 (21.190 min): BG044441.D (-3076) (-) m/z 57.10 100.00%
511 974
5000
m[ ' 2050 2100 730 7140 2160
153.1 : : : : :
ol k2210812 2282 2651 m/z 83.10 87.54%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0
5000 NN A AR B
20.80 21.00 2120 21.40 21.60
29.0 125.0 m/z 55.10 86.13%
0 | I ||l 1?4018202100 255.0 356.0
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
o7.0 20.80 21.00 21.20 21.40 21.60
5000 m/z 43.10 85.66%
29.0 125.0
oL LAl g )|t 540 19602240 2600 3200
m/z--> 50 100 150 260 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate L e A
57.0 20.80 21.00 21.20 21.40 21.60
m/z 97.10 80.31%
97.0
5000
125.0
m/z--> 50 100 150 200 250 300 350 2080 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044441.D

Aca On : 14 Feb 2020 16:41

Operator : CG/JU

Sample : L1523-02

Misc :

ALS Vial : 6 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 Docosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.31 2.03 ng 111921 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 3272 (22.312 min): BG044441.D (-3265) (-) m/z 57.05 100.00%
57.0
>0 i&
et 22.00 22.20 22,40 22.60
141 l 183 1 . . . .
oL, J, .-.il o A 22 249251 m/z 71.10 68.95%
m/z--> 50 150 200 250 300 350
Abundance #153222: Docosane
57.0
5000 UNABRUNL ARRANARRS
22. OO 22 20 22. 40 22.60
99.0 m/z 43.10 56.87%
. 27,0| ||y 1410 1830 2250 2670 3100
m/z--> 5|0 100 15|O 200 250 3CI)O 3é0 I
Abundance #209566: Octacosane
57.0
22.00 22.20 22,40 22.60
5000 m/z 85.05 50.86%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 1CI)O 150 200 250 3(|)0 3é0 I
Abundance #194493: Hexacosane L L L B L N N LR |
57.0 22.00 22.20 22.40 22.60
m/z 55.10 20.06%
5000
99.0
ol L. ].iih | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> 5|0 1CI)O 15|O 200 ZéO 3CI)O 3é0 I 22. OO 22 20 22. 40 22. 60 I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044441.D

Aca On : 14 Feb 2020 16:41

Operator : CG/JU

Sample : L1523-02

Misc :

ALS Vial : 6 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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.98 2.30 ng 126838 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 3386 (22.982 min): BG044441.D (-3380) (-) m/z 57.10 100.00%
57.1
85.1
5000
536t s o 2250 7280 2300 2320 |
- I, ]1 L . 23012680 | 3550 m/z 71.10 71.75%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 ENUBLUVABUREERE
nmnmmmmm
m/z 85.10 63.78%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #175559: Tetracosane
57.0
650 22.60 22.80 23.00 23.20
5000 : m/z 43.10 60.90%
29.0
ol } Tl i 0141 0169. 0197.0225,0253,0 338.0
m/z--> éo 100 1%0 200 2%0 360 3%0
Abundance #194493: Hexacosane S LN BN LR ]
57.0 22.60 22.80 23.00 23.20
m/z 55.05 22.18%
- I Mv\amJ\//\Fm
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> % @ m ﬁ @ @ @ nmnmmmmm'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044441.D

Aca On : 14 Feb 2020 16:41

Operator : CG/JU

Sample : L1523-02

Misc :

ALS Vial : 6 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 6 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.16 5.90 ng 372536 Perylene-d12 24.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 78
4 2.6-Octadiene. 4-methvl- 124 C9H16 074498-94-5 50
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50
Abundance Scan 3416 (23.158 min): BG044441.D (-3409) (-) m/z 69.10 100.00%
69.1
5000
137.1
07. 22.80 23.00 23.20 23.40
oL, ?g.ll,u.' A T N < X 72 - B B oy B T R =0 DR
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 NN AR BRI
22.80 23.00 23.20 23.40
m/z 41.10 21.87%
o b 19797 1750 2310 2730 3410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
22.80 23.00 23.20 23.40
5000 m/z 95.05 13.03%
137.0
0 29.0" L1970 | 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- e B m e e
69.0 22.80 23.00 23.20 23.40
m/z 137.10 11.31%
5000
136.0
0 27\\\9‘ IL. J A JHOS.O““ h 175.0 23':"0
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021420\
Data File : BG044441.D

Acq On : 14 Feb 2020 16:41

Operator : CG/JU

Sample - L1523-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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]
2-Pentanone, 4-hy... 5.00 4.3 ng 69353 1 7.89 323468 20.0
Pentafluoropropio... 21.19 4.0 ng 219869 5 21.52 1102330 20.0
Docosane 22.31 2.0 ng 111921 5 21.52 1102330 20.0
Heneicosane 22.98 2.3 ng 126838 5 21.52 1102330 20.0
Squalene 23.16 5.9 ng 372536 6 24.60 1262680 20.0
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