LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117241.D

Aca On = 25 Sep 2019 15:44

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 7 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-BF091319.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 2.169 9 14 20 rvB 31519 44430 3.00% 0.418%
2 5.451 568 572 575 rBVY 1104910 1071894 72.32% 10.080%
3 6.457 738 743 746 rBVY 1009928 1155020 77.93% 10.861%
4 6.593 761 766 769 rBVY 1350492 1248549 84.24% 11.741%
5 6.810 800 803 809 rBV 241468 231343 15.61% 2.175%

6.969 826 830 834 rBV 1035088 962067 64.91% 9.047%
7.375 894 899 915 rBV 628015 759424 51.24% 7.141%
8.092 1017 1021 1034 rBV 247286 289423 19.53% 2.722%
9.169 1199 1204 1207 rBV 1550785 1482186 100.00% 13.938%
9.845 1315 1319 1332 rBV 310217 346384 23.37% 3.257%

=
QO ~NO®

11 10.639 1450 1454 1478 rBB 750274 780601 52.67% 7.341%
12 11.333 1568 1572 1585 rBV 295042 323061 21.80% 3.038%
13 12.922 1837 1842 1845 rBV 1426295 1341882 90.53% 12.619%
14 13.974 2017 2021 2035 rBV 159754 204471 13.80% 1.923%

15 14.427 2093 2098 2105 rBVY 17438 20512 1.38% 0.193%

16 14.727 2144 2149 2154 rBVY 33056 33269 2.24% 0.313%

17 15.057 2200 2205 2210 rBV2 39922 44295 2.99% 0.417%

18 15.427 2262 2268 2281 rBV2 138029 219081 14.78% 2.060%

19 15.845 2333 2339 2345 rBV3 28956 46890 3.16% 0.441%

20 16.333 2416 2422 2428 rBV3 15861 29374 1.98% 0.276%
Sum of corrected areas: 10634156
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117241.D

Aca On = 25 Sep 2019 15:44

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117241.D
1400000 6.59

1200000
5.45

6.97
1000000 6.46

800000
7.37
600000

400000

200000

L L -

T
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: BF117241.D

1400000
1200000
1000000
800000 10.64
600000
400000

9.85 11.33
200000

T T T T T T T T T T T T T T T T T T T T T T T T k T T T

PR
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: BF117241.D

1400000
1200000
1000000
800000
600000
400000

200000 13.97 15.43
15.06
1443 1473 15 \ 15.84 16.33

(O
Time--> 13.50

I 1
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

I
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117241.D

Aca On = 25 Sep 2019 15:44

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 5

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

2.17 3.84 ng 44430 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 N-EthvIformamide 73 C3H7NO 000627-45-2 5
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 5
4 1-Butanamine. 3-methvl- 87 C5H13N 000107-85-7 4
5 Isobutylamine 73 C4H11IN 000078-81-9 4

Abundance Scan 14 (2.169 min): BF117241.D (-9) (-) m/z 73.00 100.00%
73
5000
43 55 87
39 59 2.20 2.30 2.40 2.50 2.60
0"I'"'I""I""I""I""I'"'I"'!I'I!"I""I""I:"II""I""I"II""I""I""I""I"' m/z 43.00 27.14%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 26.48%
0 29 33 39, ‘46 50 | 59 69| 80
L) ALY ALY LAY MAAR) LML) KA RAMLARALL) NAAAS LAY LAY KA RARLY ML) LARS] RARA] LAM) AL L

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Abundance #734: N-Ethylformamide
30
73 IIIIIIIIIIIIIIIIIIIIIIIIIII
2.20 2.30 2.40 2.50 2.60
5000 m/z 55.10 25.40%
44 58
18
o o il
T e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1877: Acetamide, N-ethyl-
30 2.20 2.30 2.40 2.50 2.60
m/z 71.00 12_.00%
5000 43 87
15 72
o 18 27 39 /|46 5154 59 68 |
I RALI RRNRy LR L vaay ,,,,,,,,,,,,, R o e e R RER
m/z--> 5 10 15 202 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117241.D

Aca On = 25 Sep 2019 15:44

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.59 Concentration Rank 1

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

6.59 107.94 ng 1248550 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 Xenon 132 Xe 007440-63-3 9
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 766 (6.593 min): BF117241.D (-761) (-) m/z 132.00 100.00%
5000 68
0 o5l T e P06 | o0 640 G0 680 750
Obrrprrrr e e e b e bbb e e m/z 68.00 39.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 USSR RS RARAR
6.20 6.40 6.60 6.80 7.00
104 m/z 134.00 32.16%
oL 14 27 37 44 51 58 6 77 g9 97 | wus
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.37%
66
o I 124/
LA ARARARRARS RRARS RS ARRES RARRS RRRRNRARRARRRSS ARSS BRARS SRARS BRI RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A L
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A T o e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.51%
5000 6
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117241.D

Aca On = 25 Sep 2019 15:44

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.43 2.01 ng 20512 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 80
2 Nonadecane 268 C19H40 000629-92-5 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64
Abundance Scan 2098 (14.427 min): BF117241.D (-2093) (-) m/z 57.00 100.00%
57
85
5000
| | |11|3 324 14.20 14.40 14.60 14.80
oLl m/z 71.00 88.53%
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57
5000 85
14.20 14.40 14.60 14.80
29 13 m/z 43.00 67.36%
324
o1 l. I e e G LS00 N M
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
a5 14.20 14.40 14.60 14.80
5000 m/z 85.10 65.86%
29
0 \‘ | ' \J\ Al JJ 1:|I\-3 1 141 169 197 268
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #202662: Heptacosane e e e e
57 14.20 14.40 14.60 14.80
m/z 41.00 26.33%
5000
85
o 290 /113 141 169 197 225 253 281 323 351 380
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117241.D

Aca On = 25 Sep 2019 15:44

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.04 ng 33269 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 86
4 Hexacosane 366 C26H54 000630-01-3 80
5 Hexatriacontane 507 C36H74 000630-06-8 72
Abundance Scan 2149 (14.727 min): BF117241.D (-2144) (-) m/z 57.05 100.00%
g7
85
5000
13 41 193 14.40 14.60 14.80 15.00
Ot ety m/z 71.00 97 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57
85
5000

14.40 14.60 14.80 15.00
m/z 43.05 76.72%

29 113
o T h hdg |14 169 197 225 253 296
e uupu.””.u.uu.u.””.”.uu.u.uu.”.”upuqu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57
L B R aa o e
85 14.40 14.60 14.80 15.00
5000 m/z 85.10 62.95%
29
0 ! J\ | J 1:|I|-3 I 141 169 197 2‘}0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- E Bam e e
43 14.40 14.60 14.80 15.00
m/z 55.00 32.20%
71
5000
9 127
0 bl g 195 183200 225 253 295 337
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117241.D

Aca On = 25 Sep 2019 15:44

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.06 4.04 ng 44295 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 86
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2206 (15.063 min): BF117241.D (-2200) (-) m/z 71.00 100.00%
1
43
5000
99
I| 141 007 14.80 15.00 15.20 15.40
o N I N m/z 57.05 99.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85

14.80 15.00 15.20 15.40
m/z 85.10 67.30%

113
o2 | d AH 169,197 225 253 281 309 337 365 393 422
e e e e e L T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
S A S A N W S -
a5 14.80 15.00 15.20 15.40
5000 m/z 43.05 65.85%
29 113
oL L. | |, [ |, 141 169 197 225 253 296
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl- B BEEEE Ea s BE S
57 14.80 15.00 15.20 15.40
m/z 55.00 38.26%
5000 85
113 154
o 1 LT, 7183 211 239 281
e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117241.D

Aca On = 25 Sep 2019 15:44

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexatriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.84 4.28 ng 46890 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 80
2 Heneicosane 296 C21H44 000629-94-7 80
3 2-methvloctacosane 408 C29H60 1000376-72-8 80
4 Octacosane 394 C28H58 000630-02-4 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2338 (15.839 min): BF117241.D (-2333) (-) m/z 56.95 100.00%
57
85
5000
‘PT3141 208 15.60 15.80 16.00 16.20
o | m/z 71.10 96.18%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
5000

15.60 15.80 16.00 16.20
m/z 85.10 75.52%

113141169197 205253 281309337 379 421449477 506

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
15.60 15.80 16.00 16.20
5000 m/z 43.00 73.38%

141169197 225253 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane R B ERREE s
15.60 15.80 16.00 16.20
m/z 41.00 30.38%
5000

‘ 141169197225 267295 365393
mz--> 0 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117241.D

Aca On = 25 Sep 2019 15:44

Operator :© JU

Sample : PB123339BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.33 2.68 ng 29374 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 83
2 Hexacosane 366 C26H54 000630-01-3 78
3 Hentriacontane 437 C31H64 000630-04-6 78
4 2-methvloctacosane 408 C29H60 1000376-72-8 78
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72
Abundance Scan 2421 (16.327 min): BF117241.D (-2416) (-) m/z 71.10 100.00%
7
5000
4
133 208
" ] ] 16.00 16.20 16.40 16.60
- m/z 43.05 93.79%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LR DU B BRI UL

16.00 16.20 16.40 16.60
m/z 57.10 93.06%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
517
16.00 16.20 16.40 16.60
5000 m/z 85.00 83.75%
99
ol | | 141 183 225 267 309 367
AR e e e A AR RS RAs RS R a s BE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57 16.00 16.20 16.40 16.60
m/z 55.10 42 .66%
5000

}f% 183 225 267 309 351 437

N e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092519\
Data File : BF117241.D

Acq On = 25 Sep 2019 15:44

Operator : JU

Sample : PB123339BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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... 2.17 3.8 ng 44430 1 6.82 231343 20.0
unknown6 .59 6.59 107.9 ng 1248550 1 6.82 231343 20.0
Tricosane 14.43 2.0 ng 20512 5 13.97 204471 20.0
Heneicosane 14.73 3.0 ng 33269 6 15.43 219081 20.0
Triacontane 15.06 4.0 ng 44295 6 15.43 219081 20.0
Hexatriacontane 15.84 4.3 ng 46890 6 15.43 219081 20.0
Tetratetracontane 16.33 2.7 ng 29374 6 15.43 219081 20.0
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