LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG022520\
Data File : BG044585.D
Aca On : 25 Feb 2020 20:35 Instrument :
Operator : CG/JU ?Z'I\!A_(t;S el

- - lentosampleld :
a?zgle : L1654-01 FK-BPM-03-012-ABCD
ALS Vial : 7 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-BG022420 .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 4_.976 316 321 330 rBV 42706 69823 1.76% 0.370%
2 5.452 395 402 420 rBV 887701 1449687 36.61% 7.686%
3 7.050 666 674 694 rBV 859520 1528373 38.60% 8.103%
4 7.872 808 814 824 rVB 197042 333873 8.43% 1.770%
5 8.195 861 869 881 rBV 716504 1255406 31.71% 6.656%

9.030 1003 1011 1033 rBV 487155 950764 24.01% 5.041%
10.675 1283 1291 1309 rBV 236896 462376 11.68% 2.451%
13.137 1703 1710 1720 rBV 1436504 2279037 57.56% 12.083%
13.977 1847 1853 1865 rBVY 28079 50928 1.29% 0.270%
14.517 1938 1945 1959 rBV2 415396 691725 17.47% 3.667%

=
QO ~NO®

11 16.004 2191 2198 2221 rBV 1167566 1871270 47.26% 9.921%
12 17.261 2405 2412 2427 rBV 564268 903621 22.82% 4.791%
13 19.876 2851 2857 2872 rBV 2896095 3959355 100.00% 20.992%
14 21.168 3072 3077 3086 rBV 103572 186704 4.72% 0.990%
15 21.503 3127 3134 3147 rBV 621194 1055585 26.66% 5.596%

16 21.703 3164 3168 3177 rVB 42110 56477 1.43% 0.299%
17 22.285 3262 3267 3280 rBV 65987 118793 3.00% 0.630%
18 22.943 3373 3379 3386 rvVB2 69939 133164 3.36% 0.706%
19 23.125 3405 3410 3416 rVB 35770 63315 1.60% 0.336%
20 23.707 3503 3509 3518 rVB 72213 146698 3.71% 0.778%

21 24.564 3645 3655 3674 rVB3 387428 1194507 30.17% 6.333%
22 25.675 3837 3844 3854 rVB3 33717 100142 2.53% 0.531%

Sum of corrected areas: 18861623
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022520\

Data File : BG044585.D

Aca On : 25 Feb 2020 20:35

Operator : CG/JU

ﬁ?ggle i L1654-01 FK-BPM-03-012-ABCD
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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: BG044585.D

2500000

2000000

1500000

1000000 5.45 7.05
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9.03
7.87 10.67

500000

4.98

Time--> 350 400 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG044585.D
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1500000413.14
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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: BG044585.D

2500000
2000000
1500000
1000000

500000 24.56

2. 23.71 A
23412 28, 25.67

i i i R B AR L L L RRa L s

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\HPCHEMI1\BNA G\DATA\BG022520\

Data File : BG044585.D

Aca On : 25 Feb 2020 20:35

Operator : CG/JU

ﬁ?ggle i L1654-01 FK-BPM-03-012-ABCD
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 2

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

4.98 4.18 ng 69823 1,4-Dichlorobenzene-d4 7.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23

Abundance Scan 322 (4.981 min): BG044585.D (-316) (-) m/z 43.05 100.00%
43
59
5000
T 25> 450 Sk 550 a0
73 : : : : :
...,....,....,....','!:.‘."?..4.',....,.~...,?3...,...:,|....,. m/z 59.10  56.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 SRR RN LU RS
4.60 4.80 5.00 5.20 5.40
m/z 101.10 22.18%
25 3 37 , 83 g3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.10 13.68%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.45%
5000
41
25\“ “‘\‘47 53 | [ 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022520\

Data File : BG044585.D

Aca On : 25 Feb 2020 20:35

Operator : CG/JU

ﬁ?ggle i L1654-01 FK-BPM-03-012-ABCD
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.17 3.54 ng 186704 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 3077 (21.168 min): BG044585.D (-3072) (-) m/z 57.10 100.00%
57 g3
5000 111
NNV BRI BUURE
139 168 207 20.80 21.00 21.20 21.40
S .I.».l.‘, W ol G o - m/z 83.10 82.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000
20.80 21.00 21.20 21.40
29 125 m/z 43.05 79 .36%
LA LT st 106220 260 s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 20.80 21.00 21.20 2140
5000 m/z 55.10 75 .95%
111
29
139 169 515238 g3 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol B LR EE S
55 83 20.80 21.00 21.20 21.40
m/z 97.05 73.40%
5000 111
29
il ‘ ‘J 1139 167 195 235 266 204
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022520\

Data File : BG044585.D

Aca On : 25 Feb 2020 20:35

Operator : CG/JU

ﬁ?ggle i L1654-01 FK-BPM-03-012-ABCD
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.28 2.25 ng 118793 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3266 (22.279 min): BG044585.D (-3262) (-) m/z 57.05 100.00%
57 h
85
5000
141 169 31 22.00 22.20 22.40 22.60
— .|, . 'l Ll P 012i0 249 281 SH m/z 71.10 74.09%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 USSR DA AR
22. oo 22 20 22. 40 22. 60
m/z 43.10 67 .40%
2 ‘ Li 1] i Jlfu 169 107 225 253 282
m/z--> §o 100 150 260 250 360 3%0
Abundance
57
g5 22,00 22.20 2240 2260
5000 m/z 85.10 53.74%
29
13 141 169 197 240
m/z--> o '50' - 160" ' ﬁéoll ' 560" ' 550" ' 560" ' ééo"
Abundance #194493: Hexacosane
57 22.00 22.20 22.40 22.60
m/z 55.05 24 .28%
- | MNKW
i i || M8 141 169 197 225 253 295 303 367
m/z--> % @ 150 ﬁ @ 300 ﬁ nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022520\

Data File : BG044585.D

Aca On : 25 Feb 2020 20:35

Operator : CG/JU

ﬁ?ggle i L1654-01 FK-BPM-03-012-ABCD
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.71 2.46 ng 146698 Perylene-d12 24 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3510 (23.712 min): BG044585.D (-3503) (-) m/z 57.10 100.00%
57
85
5000
RN DA IR
141 169 23.40 23.60 23.80 24.00
S “ J‘ b 297225 258 8L Tm/z 71.10  77.13%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
23.40 23.60 23.80 24.00
- m/z 43.10 57 .83%
L ﬂ113 141 169 197 225 253 338
m/z--> 55 100 150 260 250 300 3%0 '
Abundance
57
2340 23.60 23.80 24.00
5000 85 m/z 85.10 56.69%
29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 23.40 23.60 23.80 24.00
m/z 55.10 25.13%
85
- MMJ\\W
29 113
BNy J | 141 169 197 225 253 296
m/z--> 5'0 100 1éo 2(')0 251;0 3(')0 350 ' 23.'40 23.|60 23.|80 24.'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022520\

Data File : BG044585.D

Acq On : 25 Feb 2020 20:35

Operator : CG/JU

3?22'6 i L1654-01 FK-BPM-03-012-ABCD
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG022420_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... 4.98 4.2 ng 69823 1 7.87 333873 20.0
Trifluoroacetoxy ... 21.17 3.5 ng 186704 5 21.50 1055590 20.0
Eicosane 22.28 2.3 ng 118793 5 21.50 1055590 20.0
Tetracosane 23.71 2.5 ng 146698 6 24.56 1194510 20.0
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