LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036476.D

Aca On : 29 Aug 2018 2:48

Operator : JU/SJ

Sample : PB112436BL

Misc :

ALS Vial : 17 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 G\METHODS\8270-BG082318 .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 5.168 313 320 326 rBV 46174 71025 1.35% 0.278%
2 5.632 391 399 413 rBVY 1169606 1845245 34.99% 7.233%
3 7.218 661 669 682 rBY 1201439 2065510 39.16% 8.096%
4 7.594 725 733 745 rBVY 1125410 1905910 36.14% 7.470%
5 8.064 804 813 820 rBV 219111 374620 7.10% 1.468%

8.388 858 868 877 rBvV 806713 1391753 26.39% 5.455%
9.222 1001 1010 1021 rBV 675684 1193707 22.63% 4.679%
10.867 1282 1290 1298 rVB 321679 556736 10.56% 2.182%
1967960 2999960 56.88% 11.758%
14.686 1933 1940 1948 rBV2 521797 830723 15.75% 3.256%

=
QOO ~NO®
=
w
w
=
=
=
)]
©
\l
=
\l
o
()]
=
\l
=
)]
=
os]
<

11 16.173 2186 2193 2210 rBV 1548023 2455150 46.55% 9.623%
12 17.430 2400 2407 2418 rBV 758880 1155451 21.91% 4_.529%
13 20.039 2844 2851 2864 rVB 4027791 5274318 100.00% 20.673%
14 21.696 3126 3133 3146 rBv2 853100 1412770 26.79% 5.537%
15 23.211 3387 3391 3401 rVB3 29650 56616 1.07% 0.222%

16 24.028 3524 3530 3538 rVB3 43414 90562 1.72% 0.355%
17 24.909 3669 3680 3688 rBV 459544 1322737 25.08% 5.185%
18 26.120 3877 3886 3895 rVB3 53629 155646 2.95% 0.610%
19 27.483 4108 4118 4130 rVB2 53129 176493 3.35% 0.692%
20 29.128 4389 4398 4410 rVB4 29712 115398 2.19% 0.452%

21 31.120 4727 4737 4741 rBVS 19943 62831 1.19% 0.246%

Sum of corrected areas: 25513161
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082818\
Data File : BG036476.D

Aca On : 29 Aug 2018 2:48

Operator : JU/SJ

Sample : PB112436BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082318 .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: BG036476.D
4000000

3000000

2000000

5.63 7.22 759

1000000
8.39 922

8.06 10.87
5.17

S A b

Time--> 3.50 4.00 4.50 500 550 600 650 700 750 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 12.50

Abundance TIC: BG036476.D
4000000 20,04

3000000

2000000 13:31
16.17

1000000 17.43 21.70
14.69

O e o L o o o e o L L B o o o S s o e A R

Time--> 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: BG036476.D
4000000

3000000

2000000

1000000
2491

23.21 24.03 A\ 26.12 27.48 29.13 31.12

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\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036476.D

Aca On : 29 Aug 2018 2:48

Operator : JU/SJ

Sample : PB112436BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 3.79 ng 71025 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 320 (5.168 min): BG036476.D (-313) (-) m/z 43.10 100.00%
431
59.1
5000
| 83.1 | 480 5.00 5.20 5.40 5.60
o T 1 1 PSS | I < SN N m/z 59.10 60.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A S R L
480 5.00 5.20 5.40 5.60
59.0 m/z 101.10 18.42%
0 270 | es0 830 620"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy-
59.0
310 L S IR L
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.10 16.88%
73.0
o 120 \mso.o“‘ | 870 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.63%
5000
101.0
15.0 27 71.0
X N A N . AN A Y N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40 5.60

8270-BG082318.M Wed Aug 29 11:30:52 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036476.D

Aca On : 29 Aug 2018 2:48

Operator : JU/SJ

Sample : PB112436BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 101.75 ng 1905910 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 732 (7.589 min): BG036476.D (-725) (-) m/z 132.10 100.00%
13R.1
5000 68.1
wosay || e 7% 70 7k0 750 5ho
0 1S S T .2 S | m/z 68.10 46.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR R IS A

7.20 7.40 7.60 7.80 8.00
m/z 134.10 32.32%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
A e Ema
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.90%
33.0 105.0
o Mo | ||
ol e L e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R EEama L
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.12%
74.0
116.0
5000 98.0
SIS VO Y ST U O A S
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7. 60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036476.D

Aca On : 29 Aug 2018 2:48

Operator : JU/SJ

Sample : PB112436BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 5
R.T. EstConc Area Relative to ISTD R.T.
26.12 2.35 ng 155646 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Docosane 310 C22H46 000629-97-0 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Nonadecane 268 C19H40 000629-92-5 83
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 3886 (26.120 min): BG036476.D (-3877) (-) m/z 57.10 100.00%
57.1
5000
UL 0 iz oson w11 s 7530 25,00 7020 2040
ol e e e m/z 43.10 53.60%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000

25.80 26.00 26.20 26.40
m/z 71.10 51.12%

99.0
. 27,}0|‘ | 1777, 1410 1830 2250 2820
i T e
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0
IIIIIIIIIIIIIIAIIIIIIIII
25.80 26.00 26.20 26.40
5000 m/z 85.10 50.41%
99.0
0l270 f | | ], 1410 1830 2250 267.0 310.0
B e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R R RERmEEY
57.0 25.80 26.00 26.20 26.40
m/z 55.10 21.70%
5000
99.0
0 27,0 | |y, 1410 1830 2250 2810  337.0 394.0
B e e o e
m/z--> 50 100 150 200 250 300 350 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036476.D

Aca On : 29 Aug 2018 2:48

Operator : JU/SJ

Sample : PB112436BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Tetratetracontane Concentration Rank 4

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

27 .48 2.67 ng 176493 Perylene-d12 24 .91

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Octacosane 394 C28H58 000630-02-4 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83

Abundance Scan 4118 (27.483 min): BG036476.D (-4108) (-) m/z 57.20 100.00%

5000

—

27.20 27.40 27.60 27.80

13.2 169.2

265.0 3411
o

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

m/z 71.05 60.40%

o

A
LI L L L L LB

27. 20 27. 40 27. 60 27. 80

5000

m/z 43.10 58.33%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
27.20 27.40 27.60 27.80
5000 m/z 85.15 41.46%

130 197.05499

S e

OP.L,..W!”v“.” L RN B o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0 27.20 27.40 27.60 27.80
m/z 55.10 22 .90%
5000
J 13 0 ,169.0 225, 0 281. 0 380. 0
O e T e e e e

m/z-->

0 50 100 150 200 250 300 350 400 450 500 550 600

27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082818\
Data File : BG036476.D

Acq On : 29 Aug 2018 2:48

Operator : JU/SJ

Sample : PB112436BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
2-Pentanone, 4-hy... 5.17 3.8 ng 71025 1 8.06 374620 20.0
unknown7 .59 7.59 101.8 ng 1905910 1 8.06 374620 20.0
Eicosane 26.12 2.4 ng 155646 6 24.91 1322740 20.0
Tetratetracontane 27 .48 2.7 ng 176493 6 24.91 1322740 20.0
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