LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061620\
Data File : BM026419.D

Aca On : 16 Jun 2020 19:18

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 12 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 M\METHODS\8270-BM060520 .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 5.034 359 365 382 rBVY 2694997 3890706 43.02% 8.576%
2 6.604 625 632 648 rBY 2753603 4345317 48.05% 9.578%
3 7.398 760 767 775 rBV 428903 638677 7.06% 1.408%
4 7.710 812 820 832 rBVY 2141991 3357174 37.12% 7 .400%
5 8.545 952 962 976 rBVY 1850258 2961611 32.75% 6.528%

10.157 1229 1236 1253 rBVY 527874 873151 9.66% 1.925%
12.663 1655 1662 1677 rBV 4133191 5965690 65.97% 13.149%
13.527 1803 1809 1823 rBV 484268 722734 7.99% 1.593%
14.051 1892 1898 1908 rBV 779756 1115221 12.33% 2.458%
15.557 2147 2154 2177 rBV 3555252 4931697 54.53% 10.870%

=
QO ~NO®

11 16.804 2357 2366 2379 rBvV 948112 1314787 14.54% 2.898%
12 19.280 2782 2787 2801 rBV 221595 382232 4.23% 0.843%
13 19.462 2812 2818 2823 rBV 7514706 9043376 100.00% 19.933%
14 20.768 3035 3040 3049 rBvV 221878 333273 3.69% 0.735%
15 21.009 3077 3081 3087 rBV 1223833 1526696 16.88% 3.365%

16 21.203 3111 3114 3118 rBV2 99464 103388 1.14% 0.228%
17 21.621 3182 3185 3192 rVB 158305 178265 1.97% 0.393%
18 22.044 3252 3257 3265 rBV3 849760 1261513 13.95% 2.781%
19 22.515 3334 3337 3342 rVB 221353 288114 3.19% 0.635%
20 23.033 3421 3425 3430 rBvV 196235 295077 3.26% 0.650%

21 23.103 3431 3437 3448 rVB 919060 1593319 17.62% 3.512%
22 23.615 3521 3524 3531 rVB 152944 246367 2.72% 0.543%

Sum of corrected areas: 45368385
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026419.D

Aca On : 16 Jun 2020 19:18

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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: BM026419.D
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4000000
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2000000 8.55

1000000
7.40 10.16
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM026419.D
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Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026419.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026419.D

Aca On : 16 Jun 2020 19:18

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.28 5.01 ng 382232 Chrysene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 58
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
4 9-Propanovl-1.2.3.4.5.6.7.8-octa... 242 C17H220 1000255-01-4 50
5 Naphthalene-2,6-dicarboxylic aci... 376 C24H2404 1000189-60-8 47
Abundance Scan 2787 (19.280 min): BM026419.D (-2782) (-) m/z 213.10 100.00%
213
5000
% e 19.00 19.20 19.40 19.60
39 65 165 : : : :
O o] I 4100 19 I 2po2de 281 35 uo7099.05 20 510%
m/z--> 50 100 150 200 250 300 350
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 RN RN U BN B

19. oo 19 20 19. 40 19 60
119 m/z 214.10 15.57%

65 gf 165 |
O
m/z--> 50 100 150 200 250 300 350
Abundance
213

19.00 19.20 19.40 19.60
5000 m/z 228.10 14 .71%

185
oL.28 51 69 92 128 157 230
T I e e e e e T o e e T B e o o
m/z--> 50 100 150 200 250 300 350
Abundance #71890: Carbanilic acid, p-phenyl-

19.00 19.20 19.40 19.60
m/z 91.05 14.26%

5000
167 196
51 77 98115 139 | ||

oLt e e e T R e

| T
m/z--> 50 100 150 200 250 300 350 19. OO 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026419.D

Aca On : 16 Jun 2020 19:18

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.77 4.37 ng 333273 Chrysene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93
Abundance Scan 3040 (20.768 min): BM026419.D (-3035) (-) m/z 57.10 100.00%
57
83
5000
111

1 l 139 17 207 281 20.40 20.60 20.80 21.00
| - W g lmaer T 283 281 843 A0l s 43.05  95.66%

m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000
20.40 20.60 20.80 21.00
29 ‘ 111 m/z 55.05 87.28%
L A

o J ‘ ‘ L139 167 196 223 252 280
R . R
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 97
69
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—

20.40 20.60 20.80 21.00

5000 m/z 69.05 63.27%
125
ol 15 154 182 210 238 266
L B e A A
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester e T R . ¥y
3 20 40 20. 60 20 80 21. 00
69 m/z 83.10 63.27%
97
5000
125
m/z--> 50 100 150 200 250 300 350 400 20 40 20. 60 20 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026419.D

Aca On : 16 Jun 2020 19:18

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 8
R.T. EstConc Area Relative to ISTD R.T.

21.62 2.34 ng 178265 Chrysene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexatriacontane 507 C36H74 000630-06-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 83
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 3185 (21.621 min): BM026419.D (-3182) (-) m/z 57.10 100.00%

g7
5000 85

21.40 21.60 21.80 22.00

F131§11§9 207 239 282 341369 431

O A e e T m/z 43.10 67.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
57
5000 "‘k----------------“--

85 21.I40 21!60 21.I8O 22.00
m/z 71.10 57.10%

il

113141169197 225253 282

0 ..‘.‘.,.‘l‘.“.,....‘,....,.... L LA o e

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

Abundance
57 ~A

21.40 21.60 21.80 22.00

5000 o m/z 85.10 42.24%
29
o 113141169197 225253281300337 379 421449477 506
R e A ssaUh
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57 21.40 21.60 21.80 22.00
m/z 41.10 25.25%
5000
85
29
oh 113141160107 225253281 323351 380
A e Y e P Y e
mz-> 0 50 100 150 200 250 300 350 400 450 500 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026419.D

Aca On : 16 Jun 2020 19:18

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 13-Docosenamide, (Z2)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.04 16.53 ng 1261510 Chrysene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 62
3 Tetradecanamide 227 C14H29NO 000638-58-4 59
4 Decanamide- 171 C10H21NO 002319-29-1 50
5 2-Methyl-tridecane-2,12-diol 230 C14H3002 1000187-03-5 47
Abundance Scan 3256 (22.039 min): BM026419.D (-3252) (-) m/z 59.10 100.00%
5000 fk
126 2180 22.00 22.20 22.40
o ...1,‘5?‘.1??‘2,0.8. 240267294320 355 401431 489 | “nz77 72 10  63.18%
m/z--> 150 200 250 300 350 400 450
Abundance #174696: 13-Docosenamide, (2)-

5000 LIS NLL L L L LBL
21. 80 22. 00 22. 20 22. 40
‘ 337 m/z 55.10 54_.27%
o ‘m k “‘h i 45’.“ loszos234 276308 |
m/z--> 200 250 300 350 400 450
Abundance
59

21.80 22.00 22.20 22.40

5000 m/z 43.10 39.50%
o 298 114140 184 200 253281
L L L L B B |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83610: Tetradecanamide I B L B B R B
59 21.80 22.00 22.20 22.40

m/z 41.10 36.70%

5000
29 97 128, _.184 227
0 ‘\“U NN 156 | |
e N LM
0

50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026419.D

Aca On : 16 Jun 2020 19:18

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.52 3.62 ng 288114 Perylene-d12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octadecane 254 C18H38 000593-45-3 96
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3338 (22.521 min): BM026419.D (-3334) (-) m/z 57.10 100.00%

57
5000 85

22.20 22.40 22.60 22.80

[113141 169106 238267294 341 399 461489

ok D et o T m/z 43.10 64.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57
85 22.20 22.40 22.60 22.80
29 m/z 71.10 59.53%
0 | \L ‘\ “\ ] n‘l:}3\14‘.1‘169 197 225 253 282
e T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 42.63%
29
. 113 141 169 197 995 254
B I B LA I o o o o o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117648: Octadecane, 2-methyl-
43 22.20 22.40 22.60 22.80
m/z 55.10 26.28%
71
5000
9
0 |/ \J J1%7x15\5 183 2425 253
e A e e e e P T DT
m/z--> 50 100 150 200 250 300 350 400 450 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026419.D

Aca On : 16 Jun 2020 19:18

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.03 3.70 ng 295077 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87

Abundance Scan 3425 (23.033 min): BM026419.D (-3421) (-) m/z 57.05 100.00%

5000

-

22.80 23.00 23.20 23.40
m/z 43.10 64 .77%

113141169 211239 281313 355 402429
mz-> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #209566: Octacosane

B

5000 L B LI m iy e

85 22. 80 23. 00 23 20 23. 40
- m/z 71.10 58.39%
o ‘\“ ﬁl3141169197225253281309337365394
T T IR e e B e B LLEN B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.05 43 .84%
29 113141
o 169197225253281309337 380
T T [ T T e T T T T [T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43 22.80 23.00 23.20 23.40

m/z 55.10 23.09%

5000

%

9 127
u i ‘155183 225253 295 337

B - A AR A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 80 23. 00 23 20 23. 40

8270-BM060520.M Wed Jun 17 07:11:15 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026419.D

Aca On : 16 Jun 2020 19:18

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Hexatriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.61 3.09 ng 246367 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 87
Abundance Scan 3523 (23.609 min): BM026419.D (-3521) (-) m/z 57.10 100.00%
57
5000 85 \
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—
13 23.20 23.40 23.60 23.80 24.00
141169 267
O h 4 'J'l Wativio st ,|. PRITNI 206323 S0 401431 489 “hnyz 43.10  72.38%
miz--> 0 50 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57
5000 RN
85 Bmmmmmmmmm
29 m/z 71.10 64.87%
ol | “h \ﬁ}3}41;69197225253281309337 379 421449477 506
miz--> 0 55 100 1%0 260 2%0 360 3%0 460 4éo 560
Abundance
57
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—
23.20 23.40 23.60 23.80 24.00
5000 85 m/z 85.10 47 .15%
0” mMMmmmzmm%7
miz--> 0 55 160 1%0 260 250 300 350 460 4éo 560
Abundance #202662: Heptacosane R e e N S RRRER
57 23.20 23.40 23.60 23.80 24.00
m/z 55.10 24 .52%
5000
85
o %9 113141169197 225253281 323351 380
miz--> 0 % ﬁ01% ﬁ £O3®:@ ﬁ)éOS& Bmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM061620\
Data File : BM026419.D

Acq On : 16 Jun 2020 19:18

Operator : JU/CG

Sample - L3020-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM060520_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]
Phenol, 4,4"-(1-m... 19.28 5.0 ng 382232 5 21.01 1526700 20.0
5-Eicosene, (E)- 20.77 4.4 ng 333273 5 21.01 1526700 20.0
Eicosane 21.62 2.3 ng 178265 5 21.01 1526700 20.0
13-Docosenamide, ... 22.04 16.5 ng 1261510 5 21.01 1526700 20.0
Octadecane 22.52 3.6 ng 288114 6 23.10 1593320 20.0
Octacosane 23.03 3.7 ng 295077 6 23.10 1593320 20.0
Hexatriacontane 23.61 3.1 ng 246367 6 23.10 1593320 20.0
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