LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118641.D

Aca On : 21 Jan 2020 19:10

Operator : CG/JU

Sample : PB126243BL

Misc :

ALS Vial : 11 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-BF012020.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 7 14 21 rBY 6297392 8659315 60.48% 9.961%
2 5.087 504 510 519 rBV2 188780 229303 1.60% 0.264%
3 5.492 575 579 583 rBY 4280560 3971671 27.74% 4 _.569%
4 6.492 745 749 752 rBVY 2876670 2400940 16.77% 2.762%
5 6.875 811 814 818 rBVY 2516307 2283003 15.94% 2.626%
6 7.039 837 842 845 rBVY 8530621 8013958 55.97% 9.219%
7 7.439 904 910 913 rBVY 6329657 6532519 45.62% 7.514%
8 8.163 1028 1033 1036 rBv 3107888 2984526 20.84% 3.433%
9 9.239 1210 1216 1219 rBV 12522292 12278096 85.75% 14.124%
10 9.916 1327 1331 1334 rBV 4563005 3688102 25.76% 4.242%

11 10.704 1460 1465 1468 rBV 8579259 8471320 59.16% 9.745%
12 11.398 1579 1583 1587 rBV 4311847 3913484 27.33% 4.502%
13 11.469 1590 1595 1598 rVvB2 223327 196087 1.37% 0.226%
14 12.992 1848 1854 1857 rBV 12818337 14318807 100.00% 16.471%
15 14.033 2027 2031 2035 rBV 3517755 3294945 23.01% 3.790%

16 14.204 2056 2060 2064 rBV 175320 159574 1.11% 0.184%
17 14.509 2108 2112 2116 rBV 359136 330970 2.31% 0.381%
18 14.815 2159 2164 2171 rBV 485995 537086 3.75% 0.618%
19 15.156 2218 2222 2229 rVB 517178 611817 4.27% 0.704%
20 15.504 2276 2281 2285 rBV 1963672 2510627 17.53% 2.888%

21 15.545 2285 2288 2296 rVB 496587 641310 4.48% 0.738%
22 15.986 2358 2363 2371 rVB 356526 550628 3.85% 0.633%
23 16.498 2444 2450 2457 rBV 200431 354953 2.48% 0.408%

Sum of corrected areas: 86933041
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\

BF118641.D

21 Jan 2020 19:10

CG/JuU

PB126243BL

11 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012020.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118641.D

Aca On : 21 Jan 2020 19:10

Operator : CG/JU

Sample : PB126243BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 1

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

2.17 75.86 ng 8659320 1,4-Dichlorobenzene-d4 6.88
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 14 (2.169 min): BF118641.D (-7) (-) m/z 73.10 100.00%
3
5000
T 55 87 /\
b e
2.20 2.30 2.40 2.50 2.60
o..,....,..??',':.'..,..|..~?%.‘??,|.:..?1....,??..1,0.1...,....,....,.... m/z 43.05 35.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AN AR U U AR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 27.68%
0 ﬁ 35 \‘ 67 ||, 80
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 AN AR IR LU A U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 25.01%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A e R
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.20%
5000
45
29
ol 39| 5 67 | 101 /\
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 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\BF012120\
Data File : BF118641.D

Aca On : 21 Jan 2020 19:10

Operator : CG/JU

Sample : PB126243BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.09 2.01 ng 229303 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 511 (5.092 min): BF118641.D (-504) (-) m/z 43.00 100.00%
43
59
5000
T 250 550 520 50
83 : - : :
0...,....,....,....','.'...‘?.1..'-I,...‘.5?....,.-...,...:,|....,....,....,...., m/z 59.10 53.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LI LS I
59 480 500 520 540
m/z 101.10 21.93%
15 31 101
0 Tl i 50 \‘ 83 . ‘
AR IR LRI I I IR LA IR NN LSS B SRR SARES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
480 5.00 520 540
5000 m/z 58.00 16.59%
101
LB 51°8 60 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl- N L S EEaEnman
43 4.80 5.00 520 5.40
m/z 41.00 8.64%
5000
101
31 58
0 2l Ll 50 | 65 73 80 87 117 130
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118641.D

Aca On : 21 Jan 2020 19:10

Operator : CG/JU

Sample : PB126243BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Nonadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1451 2.00ng 330970  Chrysene-di2 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Nonadecane 268 Cl1OH40 000629-92-5 94

2 Hexacosane 366 C26H54 000630-01-3 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
Abundance Scan 2112 (14.509 min): BF118641.D (-2108) (-) m/z 57.10 100.00%
g7
85
5000
141 169 14.20 14.40 14.60 14.80
N ll l w97 28 267 295 | m/z 71.05 75.37%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
14.20 14.40 14.60 14.80
m/z 43.10 60.78%
29 113
0 \‘ A h H\ It u‘ A ‘141 169 197 225 268
m/z--> 50 100 150 200 250 300 350
Abundance
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.10 52.38%
. 29 13 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane - . R REE L RENmE
57 1420 14.40 14.60 14.80
m/z 41.05 22.72%
5000 85
i } 13 141 160
ol L L 7T M 109 107 225 253 281 300 337 380 | )l o o
m/z--> 50 100 150 200 250 300 350 1420 1440 1460 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118641.D

Aca On : 21 Jan 2020 19:10

Operator : CG/JU

Sample : PB126243BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5
R.T. EstConc Area Relative to ISTD R.T.
14.82 4.28 ng 537086 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2165 (14.821 min): BF118641.D (-2159) (-) m/z 57.05 100.00%
7
5000
141 14.60 14.80 15.00 15.20
o 169 197 225 253 295 n/z 71.05 76 15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 43.05 63.09%
29 113
oL [ 1L M 1169 107 225 g5 oo
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance
57
"' 14,60 14.80 15.00 15.20
5000 85 m/z 85.05 57.16%
oL, 37 113 141 169 197 29 567 204 303 352
L UL WAL UL UL SR UL UL BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57 14.60 14.80 15.00 15.20
m/z 55.05 23.65%
5000 85
29‘ 13 14
oL b L7 1 169 107 225 253 295 323 %67
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118641.D

Aca On : 21 Jan 2020 19:10

Operator : CG/JU

Sample : PB126243BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.16 4.87 ng 611817 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2223 (15.162 min): BF118641.D (-2218) (-) m/z 57.05 100.00%
57
85
5000
113 14.80 15.00 15.20 15.40
141 169
oL Ak .U| Lo aoio1all 239 268 295 337 401 gz 71,10 78.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
14.80 15.00 15.20 15.40
m/z 43.10 62.57%
. zgk h L H h3‘1§1 169 197 225 253 295 323 367
m/z--> 55 100 1éo 260 2éo 360 3éo 460
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 58.32%
o2 113 141 169 197 226
m/z--> 55 160 1éo 260 250 300 3éo 460
Abundance #185535: Heptadecane, 9-octyl-
57 14.80 15.00 15.20 15.40
m/z 55.05 21.04%
5000 85
oL 31 l || (MR 141 160 197 20 267 po4 303 32
m/z--> 55 160 1éo 260 2éo 360 3éo 460 1480 1500 1520 1§40 '
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
BF118641.D

21 Jan 2020 19:10

CG/Ju

PB126243BL

11 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.50 2.83 ng 354953 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2450 (16.498 min): BF118641.D (-2444) (-) m/z 57.05 100.00%
57
LR DR BUNR BN SUNR
141 183 16.20 16.40 16.60 16.80
ol L 207 239 282 341 402 /7 71.10 75790
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LR AR BUNRR BN SUNR
16.20 16.40 16.60 16.80
2 13 m/z 43.05 60.60%
oLt Iy h\l Litaeoerasosz2
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
' 16.20 16.40 16.60 16.80
5000 85 m/z 85.10 55.88%
o 113 141 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #94346: Heptadecane LS B L N B
57 16.20 16.40 16.60 16.80
m/z 55.00 22 .48%
85
5000
29
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 ! 16.|20 16.I40 16.|60 16.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012120\
Data File : BF118641.D

Acq On : 21 Jan 2020 19:10

Operator : CG/JU

Sample : PB126243BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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 75.9 ng 8659320 1 6.88 2283000 20.0
2-Pentanone, 4-hy... 5.09 2.0 ng 229303 1 6.88 2283000 20.0
Nonadecane 14.51 2.0 ng 330970 5 14.03 3294950 20.0
Heneicosane 14.82 4.3 ng 537086 6 15.50 2510630 20.0
Hexacosane 15.16 4.9 ng 611817 6 15.50 2510630 20.0
Eicosane 16.50 2.8 ng 354953 6 15.50 2510630 20.0
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