LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample - K2210-01

Misc :

ALS Vial : 29 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-BG032719_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 3.193 13 18 27 rvB 45412 88691 2.21% 0.432%
2 5.602 422 428 440 rBVY 573743 925905 23.09% 4.510%
3 7.200 692 700 715 rBV 422500 728220 18.16% 3.547%
4 7.576 757 764 775 rBVY 898689 1559186 38.88% 7 .595%
5 8.046 837 844 857 rVB 235434 404501 10.09% 1.970%

8.369 891 899 911 rBV 765528 1329192 33.14% 6.475%
9.221 1036 1044 1056 rBvV 609643 1125573 28.07% 5.483%
10.860 1313 1323 1334 rBVY 288643 548741 13.68% 2.673%
13.299 1730 1738 1752 rBV 1621229 2518648 62.80% 12.268%
13.540 1771 1779 1787 rVB3 23969 40768 1.02% 0.199%

=
QO ~NO®

11 14.679 1963 1973 1986 rBV2 449332 770045 19.20% 3.751%
12 16.166 2219 2226 2241 rBV 1223941 1927102 48.05% 9.387%
13 17.423 2433 2440 2450 rBvV2 598288 950610 23.70% 4 _.630%
14 20.020 2876 2882 2888 rBV 3029542 4010468 100.00% 19.535%

15 21.295 3094 3099 3105 rBV3 26301 41608 1.04% 0.203%
16 21.695 3160 3167 3174 rBV2 724682 1236695 30.84% 6.024%
17 21.836 3187 3191 3197 rVB2 36039 51700 1.29% 0.252%
18 22.447 3289 3295 3302 rBV 57850 98146 2.45% 0.478%

19 23.140 3407 3413 3420 rVB3 83980 155514 3.88% 0.758%
20 23.945 3543 3550 3561 rVB2 94693 206818 5.16% 1.007%

21 24.903 3703 3713 3716 rBV2 87845 214702 5.35% 1.046%
22 24.967 3716 3724 3737 rVB2 437794 1261246 31.45% 6.144%

23 26.043 3896 3907 3916 rBV3 63423 202307 5.04% 0.985%
24 27.400 4130 4138 4150 rVB6 37767 133068 3.32% 0.648%

Sum of corrected areas: 20529454
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample : K2210-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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: BG040355.D
3000000

2500000
2000000
1500000
1000000 7.58

5.60 9.22
500000 7.20
8.05 10.86

19

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 1100 1150 1200 1250

Abundance TIC: BG040355.D
3000000 20.02

2500000

2000000

13.30

1500000
16.17

1000000
21.69

17.42
500000 14.68

o 13.54 21.30 p184 2245

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: BG040355.D
3000000

2500000
2000000
1500000
1000000

500000 24.97

23.14 23.95 24,90 26.04 27.40
A A N
O L e e e e L B e B

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\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample : K2210-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 3

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

3.19 4.39 ng 88691 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 36
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 23
5 1,3-Dioxolane, 2-(6-heptynyl)- 168 C10H1602 025595-82-8 9

Abundance Scan 18 (3.193 min): BG040355.D (-13) (-) m/z 73.05 100.00%
73
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
bl 132 205 m/z 43.00 42.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HUA IS AR ISR AR R
43 5 3.20 3.30 3.40 3.50 3.60
87 m/z 87.00 29.10%
. ---.-‘l“e-‘.“-‘--‘-.--“‘-.-‘---1?-1---.----.----.----.----.---
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
73
- 87 3,20 3.30 3.40 3.50 3.60
5000 m/z 55.00 24 .75%
29
15
S R UL U L WL WL B S B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4398: Silane, ethyltrimethyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 45.00 13.53%
5000 59
87
43
oS
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample : K2210-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 1

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

7.58 77.09 ng 1559190 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 765 (7.582 min): BG040355.D (-757) (-) m/z 132.00 100.00%
5000 68
20 4454 ‘ 75 % 103 720 7.40 7.60 7.80 8.00
48 : : - : :
o....,...:I'!...,:!..??:-.'.L..':.,..5.‘?,..!.,.':..,.1.1?.,....,".~..,.. m/z 68.00 40.55%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 U A P R L
7.20 7.40 7.60 7.80 8.00
33 44 g7 105 m/z 134.00 33.59%
| st 80 T2 g | s |
miz--> % 4 % 60 70 8 90 100 1lo 130 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.23%
6 104
39 51 T 90 117
e R RS AR AR ARALS RAARS RSN RALRN SRS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine L
132 7.20 7.40 7.60 7.80 8.00
o7 m/z 69.00 16.40%
5000 0
31 52
. 4 e 78 g5 | 105 116 |
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample : K2210-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.14 2.51 ng 155514 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 3413 (23.140 min): BG040355.D (-3407) (-) m/z 57.05 100.00%

57
5000

3 141 22. 80 23 00 23 20 23. 40
I 11 '1 168190228 203281 s | ‘m/z 71.05 63.70%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85 .
5000 AU SR AR

22. 80 23 00 23 20 23.40
m/z 43.00 58.33%

29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
] T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

85 2280 23100 23.20 23.40
5000 m/z 85.05 52.88%
113
oL 3 141 169 197 225 253 281 309 338
T T T e T e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 22.80 23.00 23.20 23.40
m/z 55.00 26.02%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
e T R  a B atICL AL
m/z--> 50 100 150 200 250 300 350 400 2280 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample : K2210-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.95 3.28 ng 206818 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 3551 (23.951 min): BG040355.D (-3543) (-) m/z 57.10 100.00%
g7
5000 85 /\LM
113 360 23,80 24.00 2420
141 23.60 23.80 24.00 24.20
ol .J,.!.-." LTy 109197 225252 281 %27 "m/z 71.05 62.85%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AU UUEREE
23.60 23.80 24.00 24.20
m/z 43.00 55.13%

113
o2 ‘ H 141 169 197 225 267 205 365 393
S— S o e AN A= N Sl &
miz--> 50 100 150 200 250 300 350
Abundance
57

23 60 23. 80 24 00 24.20

5000 85 m/z 85.10 41 .80%
113
oL 37 141 160 197 29 267 204 323 352
e IR o B o e e B L B o e A L o
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57 23.60 23.80 24.00 24.20
m/z 55.00 20.68%
85
5000
29
et e e R R e I RR S
m/z--> 50 100 150 200 250 300 350 23 60 23. 80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample : K2210-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .90 3.40 ng 214702 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Docosane 310 C22H46 000629-97-0 83
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 3713 (24.903 min): BG040355.D (-3703) (-) m/z 57.00 100.00%
57
5000 85
113 141 qg3 24.60 24.80 25.00 25.20
0 ....,]...J.ﬂ,....,...‘.,2?(’.2.3?,2.‘?‘.‘..,....3,5?...,...., m/z 43.05 59.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57
5000 85 AR B SRR AR
mmmm%m%m
29 268 m/z 71.10 56.91%
e a0
0..‘.‘.“|.H‘H““1“‘“..‘.lu...lu‘...|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.05 44_.79%
0 29 113 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223851: Hentriacontane
57 24.60 24.80 25.00 25.20
m/z 41.00 18.29%
5000
85
0 29 ”1}3 141 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 350 460 ! 2460 2480 2500 2520 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample : K2210-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

26.04 3.21 ng 202307 Perylene-d12 24 .97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 3907 (26.043 min): BG040355.D (-3896) (-) m/z 57.10 100.00%

5000

25.80 26.00 26.20 26.40
m/z 71.05 62.21%

141177 221 565295327

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane

57

5000
25.80 26.00 26.20 26.40

m/z 43.05 55.48%

2 | h ]y \ , 141 183 225 282

(O e e e e I B e o e e S R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
e o S LR e
25.80 26.00 26.20 26.40
5000 m/z 85.05 41.31%

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

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #161090: Sulfurous acid, butyl tridecyl ester
517 25.80 26.00 26.20 26.40
m/z 41.00 21.05%
5000

97
26, | Julm 183 235

MM M

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 25. 80 26. 00 26 20 26. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample : K2210-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 8 Eicosane, 10-hexyl-10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27.40 2.11 ng 133068 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-hexyl-10-methyl- 380 C27H56 055282-32-1 59
2 Hentriacontane 437 C31H64 000630-04-6 53
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50
4 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 50
5 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 50
Abundance Scan 4138 (27.400 min): BG040355.D (-4130) (-) m/z 57.05 100.00%
g7
85
5000
11141 153208 3o 281 a7 356 2700 27120 2740 2760 27180
o m/z 85.10 63.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202668: Eicosane, 10-hexyl-10-methyl-
57
5000 85
27.00 27.20 27.40 27.60 27.80
113 239 295 m/z 71.10 60.93%
B0 e |y s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
27.00 27.20 27.40 27.60 27.80
5000 85 m/z 43.00 56.17%
o 113 141 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #48853: Dodecane, 3—methy|— [TT T T[T T[T T T T[T TTT[TT
57 27.00 27.20 27.40 27.60 27.80
m/z 55.00 28.94%
5000
85
29
o ™
m/z--> 50 100 150 200 250 300 350 400 ' 27.00 27.20 27.40 27.60 27.80

8270-BG032719.M Thu Apr 04 18:20:59 2019 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040355.D

Acq On 4 Apr 2019 11:15

Operator : JU/SJ

Sample - K2210-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.19 4.4 ng 88691 1 8.05 404501 20.0
unknown7 .58 7.58 77.1 ng 1559190 1 8.05 404501 20.0
Heneicosane 23.14 2.5 ng 155514 5 21.69 1236700 20.0
2-methyloctacosane 23.95 3.3 ng 206818 6 24.97 1261250 20.0
Nonadecane 24 .90 3.4 ng 214702 6 24.97 1261250 20.0
Eicosane 26.04 3.2 ng 202307 6 24.97 1261250 20.0
Eicosane, 10-hexy... 27.40 2.1 ng 133068 6 24.97 1261250 20.0
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