LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG030220\
Data File : BG044634.D
Aca On 2 Mar 2020 15:52 Instrument :
Operator : CG/JU ?Z'I\!A_(t;S el

- _ lentosampleld :
a?zgle : L1737-01 FK-BPM-03-013-ABCD
ALS Vial : 3 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 4.895 301 307 316 rBV2 30123 50902 1.07% 0.245%
2 5.377 382 389 409 rBVY 1025273 1613228 33.92% 7.775%
3 6.981 655 662 680 rBY 1012467 1720931 36.19% 8.294%
4 7.803 796 802 812 rBV 168156 283134 5.95% 1.365%
5 8.126 848 857 866 rBV 813119 1381399 29.05% 6.658%

8.961 991 999 1012 rBV 590752 1078903 22.69% 5.200%
10.606 1270 1279 1293 rBV 206129 403525 8.48% 1.945%
13.073 1692 1699 1717 rBV 1674901 2682237 56.40% 12.927%
90758 156715 3.30% 0.755%
14.454 1927 1934 1946 rBV 417171 636525 13.38% 3.068%
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11 15.947 2181 2188 2215 rBV 1466500 2255891 47.43% 10.872%
12 17.198 2394 2401 2416 rBV 555016 850990 17.89% 4.101%
13 19.824 2842 2848 2861 rBV 3679968 4755822 100.00% 22.921%
14 21.117 3063 3068 3078 rBV 105235 195999 4.12% 0.945%
15 21.434 3116 3122 3140 rBV2 629707 1016548 21.37% 4_.899%

16 22.216 3250 3255 3263 rBV2 54202 94670 1.99% 0.456%
17 22.868 3360 3366 3373 rVB 67014 117992 2.48% 0.569%
18 23.620 3487 3494 3501 rBV 68911 137412 2.89% 0.662%
19 24.454 3625 3636 3655 rBv2 376079 1168702 24.57% 5.633%
20 25.553 3815 3823 3833 rVB3 36494 100030 2.10% 0.482%

21 26.804 4030 4036 4045 rVB5 17613 47646 1.00% 0.230%

Sum of corrected areas: 20749201
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG030220\

Data File : BG044634.D

Aca On 2 Mar 2020 15:52

Operator : CG/JU

ﬁ?ggle i L1737-01 FK-BPM-03-013-ABCD
ALS Vial : 3 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: BG044634.D
3500000

3000000
2500000
2000000

1500000

5.38 6.98
1000000 8.13

8.96
500000

7.80 10.61
4.89

T T T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG044634.D

3500000 19.82

3000000
2500000

2000000
13.07

1500000 15.95

1000000
17.20 21.43
500000 14.45

13.91 A 21.12 22.22

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: BG044634.D

3500000

3000000
2500000
2000000
1500000
1000000

500000 24.45
P
_/\.87 23;32 /k 25.55 26.80

R I B e 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\HPCHEM1\BNA G\DATA\BG030220\

Data File : BG044634.D

Aca On 2 Mar 2020 15:52

Operator : CG/JU

ﬁ?ggle i L1737-01 FK-BPM-03-013-ABCD
ALS Vial : 3 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 3

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

4.89 3.60 ng 50902 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 306 (4.889 min): BG044634.D (-301) (-) m/z 43.10 100.00%
43
59
5000
73 101 IRBERAARE SRR RS AR
| 51 | | 83 | 4.60 4.80 5.00 5.20
R e T L o L e e R R R E s m/z 59.10 62 .44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 UL S R R
4.60 4.80 5.00 5.20
59 m/z 101.00 20.97%
21 37| 53,|| 67 778 o1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.10 17.60%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy-
59 4.60 4.80 5.00 5.20
31 m/z 73.10 15.97%
5000 41
73
s 1,47 53“‘ | 87 102 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 5.20
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8270-BG022420.M Tue Mar

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044634.D

Aca On : 2 Mar 2020 15:52

Operator : CG/JU

Sample : L1737-01

Misc :

ALS Vial : 3 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 2

R.T. EstConc Area Relative to ISTD R.T.
21.12 3.86 ng 195999 Chrysene-di12 21.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3069 (21.123 min): BG044634.D (-3063) (-) m/z 57.10 100.00%
57
83
5000 111
AL AR
139 20.80 21.00 21.20 21.40
163183 208 267
—_— 183208 wer 3 m/z 43.05 90.79%
miz--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 AR AR
20.80 21.00 21.20 21.40
29 15 m/z 83.05 75.45%
| |} 254 196 224 269 320
miz--> 50 100 150 200 250 300 350
Abundance
57 97
20.80 21.00 21.20 21.40
5000 m/z 55.10 73.77%
125
29 77 153 181 209 236 264 292 320 350 378
miz--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate R o R R RE
57 20.80 21.00 21.20 21.40
83 m/z 97.10 73.19%
5000
111
29 169 238
S i s - B
miz--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG030220\

Data File : BG044634.D

Aca On 2 Mar 2020 15:52

Operator : CG/JU

ﬁ?ggle i L1737-01 FK-BPM-03-013-ABCD
ALS Vial : 3 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 5
R.T. EstConc Area Relative to ISTD R.T.
22.87 2.32 ng 117992 Chrysene-di12 21.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 3366 (22.868 min): BG044634.D (-3360) (-) m/z 57.10 100.00%
57
85
5000
TTTTTTT T T T T T
141 169 193 22.60 22.80 23.00 23.20
3 ,1 s l| I LA 239 282 3% hnyz 71.10 71.94%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 BN
nmnmmmmm
‘ m/z 43.10 62.69%
29 141
I.|I .II l ]: II 1] Inl I .llli?g 197| 2|2|5 |253| |2|82| —
m/z--> 50 1 o 150 200 250 300 350
Abundance
57
o | 22.60 22,80 23.00 23.20
5000 m/z 85.10 57.79%
29 113
141 169 197 225 253 296
m/z--> éo 160 150 200 2éo 300 3éo
Abundance #185533: Pentacosane
57 22.60 22.80 23.00 23.20
m/z 55.10 22.78%
h I V\/\/\,ﬂkj\*f\A/\—»
113
20 | T Mt 169 194211 239 267 205 323 352
m/z--> % M ﬁo 2m 2% 300 %o nmnmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG030220\

Data File : BG044634.D

Aca On 2 Mar 2020 15:52

Operator : CG/JU

ﬁ?ggle i L1737-01 FK-BPM-03-013-ABCD
ALS Vial : 3 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 5 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.62 2.35 ng 137412 Perylene-d12 24 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3494 (23.620 min): BG044634.D (-3487) (-) m/z 57.10 100.00%

5000

99 LRI LI L L L L B LI LI
141 183 230 281 355 23.40 23.60 23.80 24.00

m/z 71.10 74 .84%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000
23.40 23.60 23.80 24.00

m/z 43.05 60 .55%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

23.40 23.60 23.80 24.00
5000 m/z 85.10 53.51%

99
141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #215181: 2-methyloctacosane
5[7 23.40 23.60 23.80 24.00
m/z 55.10 22 _47%
5000
99
26, | 11| | 14 183 225 267 309 365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 40 23. 60 23. 80 24. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG030220\

Data File : BG044634.D

Acq On : 2 Mar 2020 15:52

Operator : CG/JU

3?22'6 i L1737-01 FK-BPM-03-013-ABCD
ALS Vial : 3 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... 4.89 3.6 ng 50902 1 7.80 283134 20.0
Trifluoroacetoxy ... 21.12 3.9 ng 195999 5 21.43 1016550 20.0
Eicosane 22 .87 2.3 ng 117992 5 21.43 1016550 20.0
Tetratetracontane 23.62 2.4 ng 137412 6 24.45 1168700 20.0
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