LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119355.D

Aca On : 11 Mar 2020 19:39

Operator : CG/JU

Sample : L1871-14

Misc :

ALS Vial : 9 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 F\METHODS\8270-BF022020.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 4.928 480 483 496 rBV 96514 164757 3.89% 0.648%
2 5.351 551 555 583 rBY 2068481 2511541 59.34% 9.879%%
3 6.375 725 729 756 rBVY 2359858 2530255 59.78% 9.952%
4 6.716 784 787 798 rVB 624433 564648 13.34% 2.221%
5 6.875 810 814 832 rBVY 2286306 2263175 53.47% 8.902%

7.286 880 884 907 rBV 1697383 1708563 40.36% 6.720%
7.998 1002 1005 1021 rBV 786533 751269 17.75% 2.955%
9.074 1183 1188 1191 rBV 3943884 3527590 83.34% 13.875%
213014 218381 5.16% 0.859%
9.751 1299 1303 1320 rVB 1055720 941107 22.23% 3.702%
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11 10.545 1434 1438 1455 rBV 2647519 2485996 58.73% 9.778%
12 11.239 1552 1556 1565 rBV 1035792 1000800 23.64% 3.936%
13 11.768 1642 1646 1659 rBV2 63532 88419 2.09% 0.348%
14 12.821 1820 1825 1828 rBV 4535175 4232808 100.00% 16.649%
15 13.715 1973 1977 1994 rBv2 152131 362496 8.56% 1.426%

16 13.880 2001 2005 2017 rBV 854798 861481 20.35% 3.388%

17 14.333 2078 2082 2085 rBvV 52000 50014 1.18% 0.197%

18 14.627 2128 2132 2135 rBvV 73657 68262 1.61% 0.268%

19 14.945 2181 2186 2190 rBvV 75264 90666 2.14% 0.357%

20 15.309 2241 2248 2267 rVB 577851 849309 20.06% 3.341%

21 15.698 2308 2314 2322 rBV2 60014 90550 2.14% 0.356%

22 16.162 2387 2393 2397 rBV2 34005 62025 1.47% 0.244%
Sum of corrected areas: 25424112
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031120\
Data File : BF119355.D

Aca On : 11 Mar 2020 19:39

Operator : CG/JU

Sample : L1871-14

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.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: BF119355.D
4000000
3000000
6.37 6.87
5.35
2000000
7.29
1000000
6.72
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF119355.D
1282
4000000 9.07
3000000
10.54
2000000
9.75 11.24
1000000 8.00
9.47
. i L 11.77
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF119355.D
4000000
3000000
2000000
1000000 13.88
15.31
13.72 14.33 14.63 14.94 15.70 16.16
e L o B e L e S R
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119355.D

Aca On : 11 Mar 2020 19:39

Operator : CG/JU

Sample : L1871-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 unknown4.93 Concentration Rank 3

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

4.93 5.84 ng 164757 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Guanidine 59 CH5N3 000113-00-8 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 16

Abundance Scan 483 (4.928 min): BF119355.D (-480) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.60 4.80 5.00 5.20
0 ...,....,....,....','!:..?%.'!-Ii....,....,.-...,...:,....,. m/z 59.00 71.96%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL R
59 460 480 500 520
m/z 101.10 32.43%
o 25 31 37 | 83 g3 101
miz--> B h h w5 @ o s % 16 1%
Abundance
43 59
460 480 5.00 520
5000 18 m/z 58.00 19.06%
28
12
e S S UL SULIURS SUSIIL IS IULILS SULILS LI L ﬁkw
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime O EAm e e AR
43 460 480 500 520

m/z 41.00 10.20%

5000
101
15 58
0 \ 28 37, ;1 ] 69 84

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119355.D

Aca On : 11 Mar 2020 19:39

Operator : CG/JU

Sample : L1871-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.72 8.42 ng 362496 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 87
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 87

Abundance Scan 1978 (13.721 min): BF119355.D (-1973) (-) m/z 83.10 100.00%
57
5000 111
3 139 167 08 13.40 13.60 13.80 14.00
0 --.-...,....,..2?1.,....,. m/z 97.10 86.47%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000
111 13.40 13.60 13.80 14.00
- m/z 69.05 84 .89%
0 b 4130, 1% 101210 2° 265283
m/z--> 50 100 150 200 250 300 350
Abundance
57
83
13.40 13.60 13.80 14.00
5000 11 m/z 57.00 83.46%
29
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
13.40 13.60 13.80 14.00
83 m/z 55.05 79.43%
5000
29 111
o Lo 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119355.D

Aca On : 11 Mar 2020 19:39

Operator : CG/JU

Sample : L1871-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 4
R.T. EstConc Area Relative to ISTD R.T.
14 .94 2.14 ng 90666 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2185 (14.939 min): BF119355.D (-2181) (-) m/z 57.05 100.00%
57
85
5000

14.60 14.80 15.00 15.20

141
” Lil ogmen 22 oy

0! ! T m/z 71.05 89.92%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
5|7
85
5000 LA IBLL L L L L L LB L |
14.60 14.80 15.00 15.20
m/z 85.05 69.29%
oL LT 1 100 107 225 o5 22
g L T
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15.20
5000 m/z 43.00 59.70%
85
29
0 113 141 169 197 205 253 281 323 351380
T T T T T T e T e e T
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- R e
57 14.60 14.80 15.00 15.20
m/z 55.05 26.00%
5000 85
ol 3 J L JJ 1P 182 511 5y 281 508 337
— ,.... B A o S B
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119355.D

Aca On : 11 Mar 2020 19:39

Operator : CG/JU

Sample : L1871-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.70 2.13 ng 90550 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2314 (15.698 min): BF119355.D (-2308) (-) m/z 56.95 100.00%
57
85
5000
141 169 207 - | 15.40 15.60 15.80 16.00
(o} m/z 71.05 91.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 L B B B BUL
15.40 15.60 15. 80 16. oo
m/z 85.10 72 .86%
29 113 449
oL P 0 107 225 253 205303 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.00 61.05%
113 149
o 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #141426: Heneicosane R A I
57 15.40 15.60 15.80 16.00
m/z 99.00 23.74%
85
5000
29 113
oL L. | | |7]7 141 169 197 225 253 206
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 15M0 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031120\
Data File : BF119355.D

Acq On : 11 Mar 2020 19:39

Operator : CG/JU

Sample : L1871-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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 .93 4.93 5.8 ng 164757 1 6.72 564648 20.0
Heptadecyl heptaf... 13.72 8.4 ng 362496 5 13.88 861481 20.0
Eicosane 14.94 2.1 ng 90666 6 15.31 849309 20.0
Hexacosane 15.70 2.1 ng 90550 6 15.31 849309 20.0
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