LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG022520\
Data File : BG044586.D
Aca On : 25 Feb 2020 21:15 Instrument :
Operator : CG/JU ?Z'I\!A_(t;S el

- - lentosampleld :
a?zgle : L1656-01 FK-BPM-04-006-ABCD
ALS Vial : 8 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 4.974 316 321 332 rVB 24228 42266 1.19% 0.239%
2 5.449 396 402 419 rBV 752117 1269529 35.88% 7.172%
3 7.048 667 674 693 rBV 742830 1337723 37.81% 7.557%
4 7.870 808 814 822 rBV 204047 352483 9.96% 1.991%
5 8.193 862 869 884 rBV 636151 1118749 31.62% 6.320%

9.028 1003 1011 1033 rBV 421102 839830 23.74% 4._.745%
10.673 1284 1291 1308 rBV 246164 486929 13.76% 2.751%
13.135 1703 1710 1721 rBV 1250369 2043544 57.76% 11.545%
13.981 1847 1854 1861 rBV 22774 42304 1.20% 0.239%
14.515 1938 1945 1960 rBV 470393 724182 20.47% 4_.091%

=
QO ~NO®

11 16.008 2192 2199 2220 rBV 985891 1644102 46.47% 9.288%
12 17.259 2405 2412 2425 rBV 594667 936396 26.47% 5.290%
13 19.880 2851 2858 2869 rBV 2643037 3538145 100.00% 19.989%
14 21.172 3073 3078 3089 rBV2 141279 271274 7.67% 1.533%
15 21.501 3127 3134 3146 rBV 649579 1090265 30.81% 6.159%

16 21.707 3164 3169 3174 rBV 51054 70734 2.00% 0.400%
17 22.289 3262 3268 3279 rBV2 68742 127824 3.61% 0.722%
18 22.947 3374 3380 3388 rVB 78747 145988 4._.13% 0.825%
19 23.129 3404 3411 3418 rVB 48316 93084 2.63% 0.526%
20 23.710 3504 3510 3517 rVB 76447 147078 4.16% 0.831%

21 24.568 3646 3656 3671 rBV2 402152 1231052 34.79% 6.955%

22 25.673 3837 3844 3855 rVB2 35267 98507 2.78% 0.557%
23 26.960 4054 4063 4072 rBV6 16487 48799 1.38% 0.276%
Sum of corrected areas: 17700787
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LSC Report - Integrated Chromatogram

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

Data File : BG044586.D

Aca On : 25 Feb 2020 21:15

Operator : CG/JU

ﬁ?ggle i L1656-01 FK-BPM-04-006-ABCD
ALS Vial : 8 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: BG044586.D
2500000

2000000

1500000

1000000
5.45 7.05
8.19
500000 9.03
7.87 10.67

4.97

Time--> 350 4.00 450 500 550 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: BG044586.D

2500000

1988

2000000

1500000
13.13

1000000 16.01

17.26 21.50
500000 14.52

21.17
22.29
13.98 2171 22.

O+ T T T T T T T T T T T T T T T T T T T T T T T T R T T B e e e T

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: BG044586.D

2500000

2000000

1500000

1000000

500000 24.57

22@% 13 23/i71 25.67 26.96
e o

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 : BG044586.D

Aca On : 25 Feb 2020 21:15

Operator : CG/JU

ﬁ?ggle i L1656-01 FK-BPM-04-006-ABCD
ALS Vial : 8 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 unknown4.97 Concentration Rank 4

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

4.97 2.40 ng 42266 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 42
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
3 Isobutvlamine 73 C4H11N 000078-81-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 320 (4.968 min): BG044586.D (-316) (-) m/z 43.10 100.00%
a3
5000 59
73 101 NSRRI R R
51 | B | 4.60 4.80 5.00 5.20 5.40
B i e e e e T AL A e SR m/z 59.10 49_.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR A R UL
4.60 4.80 500 5.20 5.40
59 m/z 101.10 18.20%
21 53,|| 67 7783 o1 }Ol
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
460 480 500 520 540
5000 m/z 58.00 14.16%
43
27
15 37 53 657177 83 101 44
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #750: Isobutylamine
30 4.60 4.80 5.00 5.20 5.40
m/z 73.10 13.92%
5000
"'I'%§'I"”L""?%"4?'ﬁqI""IT?"I""I"'W""I""I" AR A L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 460 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 : BG044586.D

Aca On : 25 Feb 2020 21:15

Operator : CG/JU

ﬁ?ggle i L1656-01 FK-BPM-04-006-ABCD
ALS Vial : 8 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 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.17 4.98 ng 271274 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
Abundance Scan 3078 (21.172 min): BG044586.D (-3073) (-) m/z 57.10 100.00%

57
83
5000

20.80 21,00 2120 2140
m/z 43.10 79.89%

m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
56
83

5000

111 20.80 21.00 21.20 21.40
29 m/z 83.05 74 .96%
(| | o a6 20
ettt
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
LA B e i i B
83 20.80 21.00 21.20 21.40
5000 m/z 55.10 72.81%

111
29
139 169 515238 g3 434
A 0 O e i~ S
miz--> 50 100 150 200 250 300 350 400
Abundance . i i B i I B S

#224102: Heptafluorobutyric acid, hexadecyl ester
57 20.80 21.00 21.20 21.40
m/z 97.10 66.57%

125
147 | 196 224 269 420

m/z--> 50 200 250 300 350 400 20. 80 21. OO 21 20 21. 40

5000 1
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Library Search Compound Report

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

Data File : BG044586.D

Aca On : 25 Feb 2020 21:15

Operator : CG/JU

ﬁ?ggle i L1656-01 FK-BPM-04-006-ABCD
ALS Vial : 8 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.
22.29 2.34 ng 127824 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3268 (22.289 min): BG044586.D (-3262) (-) m/z 57.10 100.00%
57
85
5000
SNSRI AR
141 169 22.00 22.20 22.40 22.60
— .|, ol 1] l' F B 21 2% 4L m/z 71.05 73.34%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
22.00 22.20 22.40 22.60
m/z 43.10 60.21%
2.|9.‘ Li 1] i 11‘.11.169 197 225 253 282
m/z--> éo 100 150 260 250 360 3%0
Abundance
57
o | 22.00 22.20 2240 22.60
5000 m/z 85.05 55.97%
29 113
141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane e e ARaEE
57 22.00 22.20 22.40 22.60
m/z 55.05 26.71%
- | Mﬂkw
i i || M8 141 169 197 225 253 295 303 367
m/z--> % @ 150 M @ 300 @ nmnmnmnm
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Library Search Compound Report

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

Data File : BG044586.D

Aca On : 25 Feb 2020 21:15

Operator : CG/JU

ﬁ?ggle i L1656-01 FK-BPM-04-006-ABCD
ALS Vial : 8 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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.95 2.68 ng 145988 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
3 Tetracosane 338 C24H50 000646-31-1 80
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 80
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 3381 (22.953 min): BG044586.D (-3374) (-) m/z 57.10 100.00%
57
5000 85 /\
—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—r
3 } | 11}3 141 169 207225 249 295 355 22.60 22.80 23.00 23.20
SN TP ROV O i o S AL S NN S m/z 71.10 66.95%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000
22.60 22.80 23.00 23.20
29 m/z 43.10 56.36%
Ll 1}3..1?1 169 197 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
22.60 22.80 23.00 23.20
5000 m/z 85.10 50.49%
85
29
M3 141 160 197 239 7
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane e RRS S A Raman
57 22.60 22.80 23.00 23.20
m/z 55.10 23.89%
5000 85
29 113
| ‘ “ |4 77,141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 2260 22.80 23.00 23.20
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Library Search Compound Report

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

Data File : BG044586.D

Aca On : 25 Feb 2020 21:15

Operator : CG/JU

ﬁ?ggle i L1656-01 FK-BPM-04-006-ABCD
ALS Vial : 8 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.71 2.39 ng 147078 Perylene-d12 24 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methylhexacosane 380 C27H56 1000376-72-7 91
Abundance Scan 3510 (23.710 min): BG044586.D (-3504) (-) m/z 57.10 100.00%

57
85
5000
113 5210 9260 92120 o400
\ md“ 141 169 197 239 265 355 Bmmmmmmm

...:,.I.l.,.uts,n=.~.,....,... SRS S — m/z 71.10 77.29%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85

5000 L B e
23. 40 23. 60 23 80 24. 00

m/z 43.10 64 .75%

29 113
P LA 72 100 107 225 253 296
el e I e e I 0 B e e o o
m/z--> 50 100 150 200 250 300 350
Abundance
57

23. 40 23. 60 23 80 24.00

5000 85 m/z 85.10 56.19%
29 113
141 169 197 225 253 281 309 337 380
I B o e e e e e L A o e e A B s s S R
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 23.40 23.60 23.80 24.00

m/z 41.10 23.62%

29
\ i L | ”1ﬁ3 141 169 197 225 253 295 323 367

m/z--> 50 100 150 200 250 300 350 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 : BG044586.D

Acq On : 25 Feb 2020 21:15

Operator : CG/JU

3?22'6 i L1656-01 FK-BPM-04-006-ABCD
ALS Vial : 8 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]
unknown4 .97 4 .97 2.4 ng 42266 1 7.87 352483 20.0
Cyclopentadecane 21.17 5.0 ng 271274 5 21.50 1090270 20.0
Eicosane 22.29 2.3 ng 127824 5 21.50 1090270 20.0
Heptadecane 22.95 2.7 ng 145988 5 21.50 1090270 20.0
Heneicosane 23.71 2.4 ng 147078 6 24.57 1231050 20.0
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