LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06 Instrument :
Operator : JU/SJ BNA_G

Sample - J6386-04 ClientSampleld :
Misc - P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 height area % max. total
1 3.184 13 16 24 rvB2 21362 32566 1.57% 0.399%
2 5.605 422 428 438 rVB 152430 257951 12.42% 3.158%
3 7.209 695 701 712 rvB2 95397 166805 8.03% 2.042%
4 7.585 758 765 774 rBV 284926 502707 24.21% 6.155%
5 8.055 838 845 854 rBvV 63768 112815 5.43% 1.381%

8.378 893 900 911 rVB 273545 505746 24 .35% 6.192%
9.236 1039 1046 1059 rBvV 240507 449479 21.65% 5.503%
1317 1325 1334 rBV 80988 157025 7.56% 1.923%
13.313 1731 1740 1750 rBV 644052 1042730 50.21% 12.767%
14.694 1968 1975 1983 rVB3 135705 226905 10.93% 2.778%

QO ~NO®
=
o
o0}
\l
ol

11 15.493 2107 2111 2116 rBV 17168 22078 1.06% 0.270%
12 16.186 2222 2229 2245 rBV 546255 864575 41.63% 10.585%
13 17.444 2436 2443 2450 rBvV 207025 324316 15.62% 3.971%
14 18.084 2546 2552 2558 rBV 103986 136901 6.59% 1.676%

15 18.525 2620 2627 2632 rBvV 47846 70240 3.38% 0.860%
16 19.712 2824 2829 2834 rBV 60059 73430 3.54% 0.899%
17 20.047 2879 2886 2894 rVB 1555363 2076595 100.00% 25.425%
18 20.746 3001 3005 3009 rBvV 42963 48283 2.33% 0.591%
19 21.721 3164 3171 3179 rBV2 239968 399209 19.22% 4 .888%
20 21.862 3189 3195 3199 rBV2 22758 33524 1.61% 0.410%
21 22.479 3293 3300 3309 rVB 26187 48264 2.32% 0.591%
22 23.172 3411 3418 3425 rBV2 34224 64558 3.11% 0.790%
23 23.989 3548 3557 3569 rBV2 29850 65533 3.16% 0.802%
24 24.953 3711 3721 3724 rBV2 24697 59568 2.87% 0.729%
25 25.017 3724 3732 3746 rVB2 126303 375438 18.08% 4_.597%
26 26.092 3907 3915 3924 rVvB4 16844 50397 2.43% 0.617%
Sum of corrected areas: 8167638
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J6386-04 P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG038657.D
1400000
1200000
1000000
800000
600000
400000

7.58 8.38 9.24

200000 5.60 )

R.18 [L 72l 8.05 10.87
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038657.D

20L05
1400000

1200000
1000000

800000

13.31
600000 16.19

400000

17.44 2172

200000 14.69

18.08
15.49 18.52 19.71 20.75 1.86 22.48
B e e e L B e I L B e A B L e o I i o e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG038657.D

1400000
1200000
1000000
800000
600000
400000

200000 25.02
23.17 23.99 24}‘.&5 26.09

L B e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J6386-04 P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.18 5.77 ng 32566 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 59
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
4 3-Buten-2-ol, 3-methyl- 86 C5H100 010473-14-0 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 15 (3.178 min): BG038657.D (-13) (-) m/z 73.00 100.00%
3
43
5000
55 87
| | | || 3.20 3.30 3.40 3.50 3.60
o S 11 N m/z 43.00 58.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 R AR U RS IR LA
3.20 3.30 3.40 3.50 3.60
5 87 m/z 87.00 32.40%
0 m \‘ |l 80
”I”'W'”'P'“I”'W'”'P'”I”"'”'P'“I”'W'”'P'”I”'
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
73
87 R AR U RS AR LA
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.00 27 .78%
29
0 65 80 97 112 129
LN NI LI I VLI U IR IULLIR LRSS B S SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol P
73 3.20 3.30 3.40 3.50 3.60
55 m/z 39.10 23.52%
43
5000
ol 1o M\ “ , 81
m/z--> 10 20 30 4'0 5'0 6|0 7'0 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

Sample - J6386-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 2 unknown7.58 Concentration Rank 2

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

7.58 89.12 ng 502707 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 12

Abundance Scan 764 (7.579 min): BG038657.D (-758) (-) m/z 131.85 100.00%
132
5000 68
\ s % 750 740 760 780 860
o..,....,....,...!l'!.‘??" 6% |,..:. B el | M/Z 68.00  42.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA UL UL IR
7.20 7.40 7.60 7.80 8.00
78 m/z 133.90 32.41%
31 54 51
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.44%

15 28 3 5 8 77 90 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- P e
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 18.58%

5000
69
‘ 76

57
“ 89 103
MH Loy Ll 1) 1] ‘ | \H 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 760 7.80 800

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J6386-04 P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 4 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.08 8.44 ng 136901 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 94
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 46
3 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 42
4 Thiophene, 2-(4-nitrophenyl)- 205 C10OH7NO2S 059156-21-7 30
5 Benzenamine, N,N-diethyl-4-(2-ni... 220 C12H16N202 064462-51-7 30
Abundance Scan 2551 (18.078 min): BG038657.D (-2546) (-) m/z 57.10 100.00%
& 205
5000
105119133 14161 17.80 18.00 18.20 18.40
o} m/z 205.00 79.65%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000
175 17.80 18.00 18.20 18.40
o1 189 m/z 217.10 52.77%
Tl e || T
il M \‘\ Hm ‘\\m U‘\ H\h H\H\ ﬂh \H\ h H H m \ | 276
Oy T T T T T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 205
17.80 18.00 18.20 18.40
5000 17 m/z 55.00 50.44%

163 220

91 121 149
77 105 135
29 57 190

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87768: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethylethyl...
7

17.80 18.00 18.20 18.40
m/z 41.00 45.38%

5000

41 57

77 91 115129

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J6386-04 P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.52 4.33 ng 70240 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 93
2 2,2-Bis[4"-cyanooxyphenyl]propane 278 C17H14N202 1000322-13-3 64
3 Trimethyl (2,6 ditert.-butylpheno... 278 C17H300Si 010416-73-6 64
4 Fenoxon sulfoxide 278 C10H1505PS 006552-13-2 64
5 Pentan-2-one, 4-(2-fluorenylimino)- 263 C18H17NO 050651-58-6 49
Abundance Scan 2626 (18.519 min): BG038657.D (-2620) (-) m/z 263.00 100.00%
263
5000
57 278 UL BN BN SUNLRE
41 77 91 115129 | 161 185 203 219 935 | 18.20 18.40 18.60 18.80
o SN FST E  PVPM THRY] At P GHBI SN 'MANINS S m/z 57.00 22.80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126025: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263
5000
278 18.20 18.40 18.60 18.80
57 147 m/z 278.10 20.67%
. 4 | 7701 115129 | 161 185 203219 55 L
mize> A 80 80 100 130 150 14 180 200 20 20 280 250
Abundance
263
SRAARRA RARAN AR RS
18.20 18.40 18.60 18.80
5000 m/z 264.10 16.63%
144 218
ol 30 8376 10211515 1% 191206221
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126050: Trimethyl(2,6 ditert.-butylphenoxy)silane R
263 18.20 18.40 18.60 18.80
m/z 147 .00 14.03%
5000
278
57 /3 | ‘
0'“|“'“'“Mw'“|“'w'”'w'“ T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J6386-04 P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 6 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.71 3.68 ng 73430 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 55
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 27
Abundance Scan 2829 (19.712 min): BG038657.D (-2824) (-) m/z 56.00 100.00%
56
5000
257 L
| 185 2 19.40 19.60 19.80 20.00
3 157 213 : - : :
(o] Nm——-—) “| |h l||1]1? |......,..'..,.'...,....,....|-....-....,....,.3.%.2, m/z 57.00 57.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 19.40 19.60 19.80 20.00
m/z 41.00 43_.77%
o \‘ M ‘\ H‘ ik 15" 157 185 23 = 27 81 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
19.40 19.60 19.80 20.00
5000 m/z 43.00 41.00%
29 3 257
o 101 129 157 185 213 239 og3 312
R R RN R RS LA LA AR LA AR LA LA ALY LA LARA LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57 19.40 19.60 19.80 20.00
m/z 55.00 34 .24%
5000 4
{ 239 957
RS JH opug s s 23 L | m 3w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.40 19.60 19.80 20.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

BG038657.D

17 Dec 2018 11:06

JU/SJ

J6386-04 P001-RB-181212
5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Butyl myristate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.75 2.42 ng 48283 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl myristate 284 C18H3602 000110-36-1 64
2 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 27
4 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 3006 (20.752 min): BG038657.D (-3001) (-) m/z 56.00 100.00%
56
5000
285 A
129 267 l|lllllllllllllllll
83101 185, 241 340 20.40 20.60 20.80 21.00
0 TP Y R A R R S A m/z 57.10 64.78%
m/z--> 50 100 150 200 250 300 350
Abundance #131257: Butyl myristate
56
5000
229 20.40 20.60 20.80 21.00
211 m/z 43.00 48.07%
0...3.|.‘“}“.‘M‘.“‘l‘.“\.‘..‘15.7.‘.‘.|.‘.‘l.‘25§..‘.|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
56
20.40 20.60 20.80 21.00
5000 m/z 55.00 38.19%
27
. 79 98
m/z--> 50 100 150 200 250 300 350
Abundance #1490: Cyclopropane, propyl-
56 20.40 20.60 20.80 21.00
m/z 41.00 36.81%
5000
27
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00

8270-BG121218.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J6386-04 P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 8 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.48 2.42 ng 48264 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexatriacontane 507 C36H74 000630-06-8 87

Abundance Scan 3300 (22.479 min): BG038657.D (-3293) (-) m/z 57.00 100.00%

57
5000

22.20 22.40 22.60 22.80

155 211 267 355

o o | /2 43.00  54.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000

22.20 22.40 22.60 22.80
m/z 71.00 47 .03%

M\ 141 183 225 281 337 394

0..”,....ﬂ.“.” I AR AR a et o SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
22.20 22.40 22.60 22.80
5000 m/z 85.00 35.39%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

ol L P R e o 2 B,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane L e R
57 22.20 22.40 22.60 22.80

m/z 55.00 29.02%

5000
99
ob_26] I 1)) 141 183 225 296
R R R R R LT ERERRES
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J6386-04 P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 9 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.17 3.23 ng 64558 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 83
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 3418 (23.172 min): BG038657.D (-3411) (-) m/z 57.00 100.00%
57
5000
99
|| | 169207 282 22.80 23.00 23.20 23.40
ot e m/z 43.00 72.47%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129491: Eicosane
57
5000
22.80 23.00 23.20 23.40
m/z 71.00 50.93%
o261 111 % 141 183 25 282
miz—-> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
22.80 23.00 23.20 23.40
5000 m/z 85.00 37 .90%

99
26 141 183 225 281 337 394

O e T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 22.80 23.00 23.20 23.40
m/z 55.00 37 .80%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J6386-04 P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 10 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.99 3.49 ng 65533 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3557 (23.989 min): BG038657.D (-3548) (-) m/z 57.00 100.00%
57
5000
“9 141 207 23.60 23.80 24.00 24.20 24.40
S L L L A R o o H m/z 43.00 67 .38%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000
23.60 23.80 24.00 24.20 24.40
m/z 71.00 43.76%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> o 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.00 34 .50%

99
26 141 183 225 267 309 380

Ol T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.00 24 _.20%
5000

99
26 |, 141 183 225 281 323 379 421 463 506

L A —

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

Sample - J6386-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 11 Tetracosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
24 .95 3.17 ng 59568 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3721 (24.953 min): BG038657.D (-3711) (-) m/z 57.00 100.00%
57
5000 85
| 113133 155 183 207 264 355 24.60 24.80 25.00 25.20
Y N R O N m/z 43.00 67.83%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85
24.60 24.80 25.00 25.20
29 m/z 71.00 58.71%
oL L M8 100 197 225 253 g 300 33
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.00 44 .22%
. 29 13 141 169 197 225 253 205 323 367
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #117646: Octadecane, 2-methyl-
57 24.60 24.80 25.00 25.20
m/z 55.00 34_47%
5000 85
0 2\\‘9\ ull II J\ | 1}3 | 1‘\11 \ 169 197 2%5 253
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 24.60 24.80 25.00 25.20

8270-BG121218.M Tue Dec 18 16:11:38 2018

P001-RB-181212
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

Sample - J6386-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 12 2-methyloctacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
26.09 2.68 ng 50397 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 80
2 Hexatriacontane 507 C36H74 000630-06-8 74
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Hexacosane 366 C26H54 000630-01-3 64

Abundance Scan 3915 (26.092 min): BG038657.D (-3907) (-) m/z 57.00 100.00%
57
5000 85
mnmmgm 25.80 26.00 26.20 26.40
O L e e || M/z  43.00 74.61%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
57
5000 85
25.80 26.00 26.20 26.40
113 m/z 71.00 57 .55%
oJ| 2 ||| MPa41169197005 67005 365393
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
25.80 26.00 26.20 26.40
5000 a5 m/z 85.00 48.79%
2 113141
0 169197 225253281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141442: Heptadecane, 2,6,10,15—tetramethy|— LI L L
57 25.80 26.00 26.20 26.40
m/z 41.00 33.36%
5000 85
0 ‘ﬁfﬁlﬁl 183211239267 296
mz-> 0 50 100 150 200 250 300 350 400 450 500 25.80 26.00 26.20 26.40

8270-BG121218.M Tue Dec 18 16:11:39 2018

P001-RB-181212
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038657.D

Acq On : 17 Dec 2018 11:06

Operator : JU/SJ

3?22'6 i J6386-04 P001-RB-181212
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 3.18 5.8 ng 32566 1 8.06 112815 20.0
unknown7 .58 7.58 89.1 ng 502707 1 8.06 112815 20.0
7,9-Di-tert-butyl... 18.08 8.4 ng 136901 4 17.44 324316 20.0
3,5-di-tert-Butyl... 18.52 4.3 ng 70240 4 17.44 324316 20.0
Hexadecanoic acid... 19.71 3.7 ng 73430 5 21.72 399209 20.0
Butyl myristate 20.75 2.4 ng 48283 5 21.72 399209 20.0
Octacosane 22.48 2.4 ng 48264 5 21.72 399209 20.0
Eicosane 23.17 3.2 ng 64558 5 21.72 399209 20.0
Tetratetracontane 23.99 3.5 ng 65533 6 25.02 375438 20.0
Tetracosane 24 .95 3.2 ng 59568 6 25.02 375438 20.0
2-methyloctacosane 26.09 2.7 ng 50397 6 25.02 375438 20.0
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