LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030620\
Data File : BF119255.D

Aca On : 6 Mar 2020 17:44

Operator : CG/JU

Sample : L1783-01

Misc :

ALS Vial : 6 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 rVB 94839 147039 3.76% 0.603%
2 5.351 552 555 577 rBVY 1982902 2342118 59.91% 9.613%
3 6.381 726 730 751 rBVY 2080444 2322767 59.42% 9.533%
4 6.722 785 788 798 rBV 647089 550917 14.09% 2.261%
5 6.881 811 815 826 rBVY 2170409 2119204 54.21% 8.698%
6 7.286 880 884 902 rBVY 1588841 1574591 40.28% 6.462%
7 8.004 1002 1006 1015 rBV 783491 713282 18.25% 2.927%
8 9.080 1184 1189 1192 rBV 3443863 3227390 82.56% 13.246%
9 9.475 1253 1256 1265 rVB 260808 229945 5.88% 0.944%
10 9.757 1300 1304 1313 rVB 958618 884230 22.62% 3.629%

11 10.545 1435 1438 1455 rBV 2058303 2184978 55.89% 8.968%
12 11.239 1552 1556 1565 rBV 1049003 956259 24.46% 3.925%
13 11.769 1643 1646 1659 rBV 109978 141986 3.63% 0.583%
14 12.551 1776 1779 1790 rBV3 33613 55374 1.42% 0.227%
15 12.821 1821 1825 1829 rBV 4047940 3909356 100.00% 16.045%

16 13.721 1973 1978 1992 rBV 197373 375542 9.61% 1.541%
17 13.880 2002 2005 2013 rVB 1023397 941115 24.07% 3.863%
18 14.033 2028 2031 2035 rBV 61118 52940 1.35% 0.217%
19 14.339 2078 2083 2086 rBvV 97676 103861 2.66% 0.426%
20 14.633 2129 2133 2137 rBV 138550 132039 3.38% 0.542%

21 14.704 2141 2145 2148 rVV2 67702 69305 1.77% 0.284%
22 14.945 2182 2186 2191 rVB 130474 146861 3.76% 0.603%
23 15.304 2242 2247 2256 rBV 729819 1012631 25.90% 4._.156%
24 15.704 2310 2315 2320 rVB 84490 110493 2.83% 0.453%
25 16.168 2389 2394 2401 rVB3 38241 61011 1.56% 0.250%

Sum of corrected areas: 24365234
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030620\
BF119255.D

6 Mar 2020 17:44

L1783-01

- CG/JU

6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
4000000

3000000

2000000

1000000

TIC: BF119255.D

5.35

6.38

6.72

6.88

7.29

0
Time-->

I
4.50 5.00 5.50

Abundance
4000000

3000000

2000000

1000000

8.00

9.08

9.47

9.76

TIC: BF119255.D

10.55

11.24

11.77

12.55

0
Time-->

I
8.00 8.50 9.00 9.50

T
10.00 10.50 11.00

11.50

12.00 12.50 13.00

Abundance
4000000

3000000

2000000

1000000

13.88

15.30

13.72 1 14.94
A ) 1408 1434 ﬁ%%ogj

TIC: BF119255.D

15.70 16.17
— N~

0
Time-->

R
13.50

14.00 14.50 15.00

15.50 16.00 16.50 17.00

I
17.50

T
18.00 18.50

8270-BF022020.M Mon Mar 09 13:10:37 2020

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119255.D

Aca On > 6 Mar 2020 17:44

Operator : CG/JU

Sample : L1783-01

Misc :

ALS Vial : 6 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 5.34 ng 147039 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 64
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 483 (4.928 min): BF119255.D (-480) (-) m/z 43.00 100.00%
a3
59
5000
101
51 | 83 4.60 4.80 5.00 5.20
o N W 517 D m/z 59.00 70.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 DSBS RN SRR
4.60 4.80 5.00 5.20
59 m/z 101.00 32.40%
| 101
0"'P"W'”'I”'W"”?}“II“q?P"Wé?”?}“:I”"P"W"“I'”'I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
460 480 500 520
5000 18 m/z 58.00 17 .35%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester O EAm T e A RAA
59 4.60 4.80 5.00 5.20
m/z 41.00 10.45%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY U R UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119255.D

Aca On > 6 Mar 2020 17:44

Operator : CG/JU

Sample : L1783-01

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.97 ng 141986 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 18
Abundance Scan 1646 (11.769 min): BF119255.D (-1643) (-) m/z 73.00 100.00%
73
60
41
5000 129
97 115 213
14327171185 59 | ooy 256 11.40 11.60 11.80 12.00
(o} m/z 60.00 77 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
A
5000 129 L DU UL UL UL
11.40 11.60 11.80 12.00
m/z 41.00 65.35%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.40 11.60 11.80 12.00
5000 29 m/z 55.00 64 .34%
129
87 115 171 214
o 101 143157 | 1854
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 43.05 62 .85%
5000 129
29
199
L4u 143157171185 242
oL 15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119255.D

Aca On > 6 Mar 2020 17:44

Operator : CG/JU

Sample : L1783-01

Misc :

ALS Vial : 6 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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.98 ng 375542 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 87
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 87
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1978 (13.721 min): BF119255.D (-1973) (-) m/z 57.05 100.00%
57 83
5000 111
139 15, 13.40 13.60 13.80 14.00
o b, 2228 8 ‘m/z 83.10 95.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 1l
13.40 13.60 13.80 14.00
29 m/z 97.10 83.85%
ol d Ll M l | j .1§7 196 224 252 280 308
m/z--> éo 100 150 260 2éo 360 3%0 460
Abundance
57
83
13.40 13.60 13.80 14.00
5000 11 m/z 43.00 83.23%
29 139 169 210 255 406
r-r—rrr—— e T T T
m/z--> éo 160 1%0 200 250 300 3%0 460
Abundance #190678: 2- Chloropropionic acid, octadecyl ester I AR EEEE e m
57 83 13.40 13.60 13.80 14.00
m/z 69.05 83.15%
5000 1
29
ol Ll Il ‘ h 4168 104 224 24 20 207 30
m/z--> 5'0 200 25'30 3(')0 350 4(')0 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119255.D

Aca On > 6 Mar 2020 17:44

Operator : CG/JU

Sample : L1783-01

Misc :

ALS Vial : 6 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 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.34 2.21 ng 103861 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2083 (14.339 min): BF119255.D (-2078) (-) m/z 57.10 100.00%
57
85
5000
14.00 14.20 14.40 14.60
ob m/z 71.00 91.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.00 14.20 14.40 14.60
m/z 85.10 71.59%
29
o I J / J1§1I169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 43.00 61.87%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane R e L
57 14.00 14.20 14.40 14.60
m/z 41.00 27.93%
5000 85
113
o 2, ‘ 177,241 169 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(|)O 14. oo 14. 20 14. 40 14|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119255.D

Aca On > 6 Mar 2020 17:44

Operator : CG/JU

Sample : L1783-01

Misc :

ALS Vial : 6 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 7 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.94 2.90 ng 146861 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2185 (14.939 min): BF119255.D (-2182) (-) m/z 57.05 100.00%
g7
85
5000
113 RN U SN U
141 14.60 14.80 15.00 15.20
183 267
0..'.|,. .J'.ﬂ.“.i.:' L L —— m/z 71.10 90.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

14,60 14.80 15.00 15.20
m/z 85.10 64.92%

5000

141 169 197 225 267 295 365 393

04
miz--> 50 100 150 200 250 300 350 400
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.05 58.83%
113 141
0 29 169 197 225 253 281 309 337 365 393 422
e o S e LRt A L N2
miz--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane L e
57 14.60 14.80 15.00 15.20
m/z 55.00 25.38%
5000 85
29 113 44
oL, Ly 4T 169 197 225 253 281 309 337 365 394
N B e L e
miz--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030620\
Data File : BF119255.D

Acq On : 6 Mar 2020 17:44

Operator : CG/JU

Sample : L1783-01

Misc :

ALS Vial : 6 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]
2-Pentanone, 4-hy... 4 .93 5.3 ng 147039 1 6.72 550917 20.0
n-Hexadecanoic acid 11.77 3.0 ng 141986 4 11.24 956259 20.0
Behenic alcohol 13.72 8.0 ng 375542 5 13.88 941115 20.0
Heneicosane 14_34 2.2 ng 103861 5 13.88 941115 20.0
2-methyloctacosane 14.94 2.9 ng 146861 6 15.30 1012630 20.0
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