LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

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 F\METHODS\8270-BF031820.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 2.116 3 5 13 rVB 396458 425398 4 .98% 0.618%
2 2.216 19 22 38 rvB 146242 241176 2.82% 0.351%
3 5.045 493 503 512 rBV 194565 239299 2.80% 0.348%
4 5.445 565 571 574 rBVY 6771850 6766513 79.16% 9.834%
5 6.457 737 743 746 rBVY 5969615 6653680 77.84% 9.670%
6 6.828 803 806 810 rVB 2254718 1865522 21.83% 2.711%
7 6.986 829 833 836 rBY 6235975 5302750 62.04% 7.707%
8 7.392 896 902 905 rBVY 4633050 4385574 51.31% 6.374%
9 8.116 1020 1025 1028 rBV 2746717 2425704 28.38% 3.525%
10 9.198 1203 1209 1212 rBvV 8102973 7906920 92.50% 11.492%

11 9.586 1271 1275 1279 rBV 771497 712709 8.34% 1.036%
12 9.874 1318 1324 1328 rBV 3104735 2908207 34.02% 4.227%
13 10.669 1453 1459 1462 rBV 5593380 5357642 62.68% 7.787%
14 11.368 1573 1578 1581 rBV 3474231 3142498 36.76% 4_.567%
15 11.898 1662 1668 1679 rBV 836843 852640 9.98% 1.239%

16 12.686 1798 1802 1815 rBV 295032 361770 4.23% 0.526%
17 12.962 1843 1849 1852 rBV 8471481 8547603 100.00% 12.423%
18 13.868 1999 2003 2021 rBV 743884 1549445 18.13% 2.252%
19 14.009 2023 2027 2031 rVB 3513590 3054851 35.74% 4.440%
20 14.180 2052 2056 2060 rBV 166920 160146 1.87% 0.233%

21 14.486 2105 2108 2111 rBV 251591 222576 2.60% 0.323%
22 14.798 2157 2161 2168 rVB 284235 290552 3.40% 0.422%
23 15.139 2214 2219 2224 rBV 279596 336109 3.93% 0.488%
24 15.480 2271 2277 2281 rBV 2585094 3156555 36.93% 4._.588%
25 15.521 2281 2284 2289 rVB 248361 305959 3.58% 0.445%

26 15.956 2353 2358 2364 rBV 193854 304586 3.56% 0.443%
27 16.074 2368 2378 2388 rBV6 100014 428097 5.01% 0.622%

28 16.468 2440 2445 2452 rVB2 107369 192148 2.25% 0.279%
29 17.021 2526 2539 2553 rBV5 127669 709620 8.30% 1.031%

Sum of corrected areas: 68806249

8270-BF031820.M Wed Apr 08 08:46:19 2020 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\

BF119649.D

31 Mar 2020 14:06

MA/SJ

L2055-02

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

6000000
4000000

2000000

222

TIC: BF119649.D
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Time-->
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Time-->
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= T T
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13.00

Abundance
8000000

6000000

4000000

2000000

TIC: BF119649.D

14.01

15.48

13.87

.52 17.02

1418 1449 1480 1514 16.47

15@@07

18.00

15.50 16.00

16.50

17.00 17.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.12 4.56 ng 425398 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 33

Abundance Scan 6 (2.122 min): BF119649.D (-3) (-) m/z 73.00 100.00%
73.0

5000 43.0

o
a
o
©
~
o

2.20 2.30 2.40 2.50
e e e e M/Z 43.00  37.15%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AN AR U RSN IR &
43.0 2.20 2.30 2.40 2.50
~ 550 87.0 m/z 55.00 31.20%
29.0
R AR LR RS RARES AR RS IS MLLSS SARAN SALS LRRES R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 RSN AR UL UL IR
2.20 2.30 2.40 2.50
5000 410 55.0 m/z 87.00 30.91%
29.0 ‘
L ‘ L \ 970 1120 129.0

Abundance #7506: 2-Methyl-5-hexen-3-ol R R

73.0 2.20 2.30 2.40 2.50
0
56.0 m/z 39.00 12.87%

43.0
5000
270
150 ||, “
,,,,,,,,,,,,,
m/z--> 10 30 40 50 70 80 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 2 Propane, 1,1-dimethoxy- Concentration Rank 7

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

2.22 2.59 ng 241176 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 38
3 Aminoacetaldehvde dimethvl acetal 105 C4H11NO2 022483-09-6 36
4 Methane. trimethoxv- 106 C4H1003 000149-73-5 33
5 2-Hydrazinoethanol 76 C2H8N20 000109-84-2 9

Abundance Scan 23 (2.222 min): BF119649.D (-19) (-) m/z 74.95 100.00%
79.0
5000 45.0 \
57.0 103.0 2.20 2.30 2.40 2.50 2.60
e e e e et e e m/z 73.00 72.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
79.0
5000
45.0 2.20 2.30 2.40 2.50 2.60
31.0 “ m/z 44.95 46.97%
15.0 57.0
...,..h.,...”hL...nIH.L,...H,....,4::.,..33?....}Q%9.,..
m/z--> 10 60 70 80 90 100 110
Abundance #4987. GchoIaIdehyde dimethyl acetal
75.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 40.95 34.90%
310 450
el M se L amso
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4925: Aminoacetaldehyde dimethyl acetal
75.0 2.20 2.30 2.40 2.50 2.60
m/z 47.00 26.37%
5000
300 47.0
15.0 ‘
| ol seo _ 840 980
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.05 2.57 ng 239299 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 504 (5.051 min): BF119649.D (-493) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 480 5.00 520 5.40
bl S09 L B0 | Yes 00 58.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R AR LS LS
4.80 5.00 520 5.40
59.0 1010 m/z 101.00 17.50%
21.0 350, 510 || 67.0 83.0 910 "
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 5.00 520 5.40
5000 41.0 m/z 58.00 16.84%
31.0
69.0 87.0
15.0 ‘J LI | s1opfl] ‘ 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L L L B
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.09%
5000
410 101.0
150 3O ) s10,| 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.90 5.43 ng 852640 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 1668 (11.898 min): BF119649.D (-1662) (-) m/z 60.00 100.00%

5000

11.60 11.80 12.00 12.20
m/z 43.00 96.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43

5000
11.60 11.80 12.00 12.20

m/z 73.00 95.30%

213.0

157.0 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
43.0 | 730
e BRI
11.60 11.80 12.00 12.20
5000 129.0 m/z 56.95 90.35%
171.0
‘ 98.0 214.0
5.0/ 1l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid R e AR E A
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 54.95 74 .69%
5000 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.69 2.30 ng 361770 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86

Abundance Scan 1803 (12.692 min): BF119649.D (-1798) (-) m/z 57.05 100.00%

51,0

:

5000 129.0
83.0
185.1 2012 pgus A e 2
4. 157.2 213.0 12.40 12.60 12.80 13.00
m/z 60.00 95.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 |} 73.0
5000 129.0 L I e e e

12.40 12.60 12.80 13.00
m/z 43.05  91.42%

241.0 284.0

207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

SR S—

12.40 12.60 12.80 13.00
5000 129.0 m/z 72.95 87.69%

JM783.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

157.0 185.0 213.0 256.0

%

Abundance #84453: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 71.87%
5000 1290
185.0 228.0
AR |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.87 10.14 ng 1549450 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 2003 (13.868 min): BF119649.D (-1999) (-) m/z 57.00 100.00%
57.0
97.1
5000 l l l
39.1 13.60 13.80 14.00 14.20
Lk ‘ “ 18202161?5,2.2...,....,....,....,. m/z 43.00 74.59%
m/z--> 50 100 150 250 300 350 400 450
Abundance #227400: Heptadecyl heptafluorobutyrate
57.0
97.0
5000
13.60 13.80 14.00 14.20
m/z 55.00 73 .84%
1], |, 190 2380 283.0 434.0
m/z--> 55 160 1%0 200 2%0 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57.0
9r.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 58.07%

[LLL S]] 3390 1820 2380 2830 3340

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57.0 13.60 13.80 14.00 14.20
m/z 97.10 52.88%
97.0
5000
39 0
CLd L), 1810 224.0 264.0 308.0 353.0 454.0
T T e T T T
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 8 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.13 ng 336109 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2219 (15.139 min): BF119649.D (-2214) (-) m/z 57.05 100.00%

57.0

1 14.80 15.00 15.20 15.40
411 1832
el lh il 1832 2251 2672 3092 3561 m/z 43.00 55.02%

5000 85.0
|‘ L

m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
571.0
5000 LA I L L L L L |
85.0 14.80 15.00 15.20 15.40
30 m/z 71.05 54 _.57%
29.0/ | | d J 141:0169.0197.0225.0253.0  295.0 366.0
L ., T T T
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
T T R
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.05 41 .80%
29.0
LUy ﬂl 141.0169.0197.025,0254.0
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B see o Lo
57.0 14.80 15.00 15.20 15.40
m/z 55.00 22.23%
85.0
5000
29.0

13
L|,,JM@m%mmnm%w 296.0

m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 9 Tricosyl heptafluorobutyrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.71 ng 428097 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 70
2 Methvl 15-oxohexadecanoate 284 C17H3203 099706-71-5 68
3 Octacosanol 410 C28H580 000557-61-9 64
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 64
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 62
Abundance Scan 2377 (16.068 min): BF119649.D (-2368) (-) m/z 57.05 100.00%
5.0
7.0
5000
;0 2070, 715180 16,00 16,20 1640
i m/z 55.00 96.53%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate
51.0
97.0
5000 LI B UL UL UL
15.80 16.00 16.20 16.40
m/z 43.00 93.83%
| 39 01,81 0222.0 265.0 322.0 367.0 518.0
m/z--> 50 160 150 200 250 300 350 400 450 500
Abundance #131143: Methy| 15-oxohexadecanoate
43.0
15.80 16,00 16,20 16.40
5000 m/z 83.05 76.10%
97.0 195.0
253.0
N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215904: Octacosanol AR EEEEE RS
57.0 15.80 16.00 16.20 16.40
97.0 m/z 97.05 67.48%
5000
L. %3??18102220 292.0334.0 392.0
m/z--> 5'0 100 150 200 250 300 350 400 450 500 15.80 16,00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119649.D

Aca On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample : L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.02 4.50 ng 709620 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 83
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
3 1.10-Phenanthroline. 2.9-dimethv... 360 C26H20N2 004733-39-5 47
4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 46
5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B0O6 1000150-23-7 43
Abundance Scan 2539 (17.021 min): BF119649.D (-2526) (-) m/z 360.10 100.00%
360.1
5000 152.0
179.8 254.1 16.80 17.00 17.20 17.40
77.0
220 A0 f 20 h2820 I "m/z 152.00 43.93%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4'-biphenylenediamine
360.0
5000 152.0 16.80 17.00 17.20 17.40
77.0 180.0 m/z 361.15 28.68%
47.0 -
104.0 219.0 254.0
l_'_
m/z--> 50 100 150 200 250 300 350
Abundance #190435: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro...
360.0
' 16.80 17.00 17.20 17.40
5000 m/z 359.05 24 .55%
207.0
332.0
39,0 670 9501230 1640, 25702850 || |
m/z--> " 50 100 150 200 250 300 350
Abundance #190932: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- B A L
360.0 16.80 17.00 17.20 17.40
m/z 179.00 22 .99%
5000
51.0 780 1150 15102820 21402400 28403170 |
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF033120\
Data File : BF119649.D

Acq On : 31 Mar 2020 14:06

Operator : MA/SJ

Sample - L2055-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
Butane, 2-methoxy... 2.12 4.6 ng 425398 1 6.83 1865520 20.0
Propane, 1,l1-dime... 2.22 2.6 ng 241176 1 6.83 1865520 20.0
2-Pentanone, 4-hy... 5.05 2.6 ng 239299 1 6.83 1865520 20.0
n-Hexadecanoic acid 11.90 5.4 ng 852640 4 11.37 3142500 20.0
Octadecanoic acid 12.69 2.3 ng 361770 4 11.37 3142500 20.0
Heptadecyl heptaf... 13.87 10.1 ng 1549450 5 14.01 3054850 20.0
Hexacosane 15.14 2.1 ng 336109 6 15.48 3156560 20.0
Tricosyl heptaflu... 16.07 2.7 ng 428097 6 15.48 3156560 20.0
Dibenzylidene 4,4_.. 17.02 4.5 ng 709620 6 15.48 3156560 20.0
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