LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121318\

Data File : BG038545.D

Aca On : 13 Dec 2018 23:19 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?2?;'6 - Jesar-i4 P001-TW001-01

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 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 heiaht area % max. total
1 3.179 12 15 23 rvB2 27092 43545 1.74% 0.423%
2 5.142 344 349 358 rVB 23242 37600 1.51% 0.365%
3 5.606 422 428 440 rVB 158903 267099 10.70% 2.596%
4 7.210 694 701 712 rBV 95931 183852 7.36% 1.787%
5 7.586 756 765 782 rVB 294577 529699 21.22% 5.147%

8.056 839 845 854 rBV 101121 183478 7.35% 1.783%
8.379 893 900 910 rVvB 405100 743384 29.78% 7.224%
9.237 1037 1046 1058 rBV 367484 699133 28.01% 6.794%
10.876 1318 1325 1336 rVB 135527 244027 9.78% 2.371%
13.315 1733 1740 1751 rBV 983258 1566468 62.75% 15.222%

=
QO ~NO®

11 14.695 1968 1975 1983 rBV2 218439 364562 14.60% 3.543%
12 16.182 2222 2228 2245 rBV 540241 868138 34.78% 8.436%
13 17.439 2433 2442 2456 rBV2 314691 487707 19.54% 4_.739%
14 20.042 2879 2885 2891 rBV 1836385 2496303 100.00% 24.258%

15 21.317 3097 3102 3110 rBvV 24993 41156 1.65% 0.400%
16 21.717 3163 3170 3180 rBV2 333475 559442 22.41% 5.436%
17 21.858 3188 3194 3200 rBvV2 20227 29418 1.18% 0.286%
18 22.474 3293 3299 3307 rvB2 31017 51016 2.04% 0.496%
19 23.168 3410 3417 3424 rBvV3 39981 75377 3.02% 0.732%
20 23.984 3546 3556 3565 rBV2 39033 90351 3.62% 0.878%
21 24.942 3708 3719 3722 rBV3 34843 82518 3.31% 0.802%
22 25.013 3723 3731 3742 rVB2 183400 530333 21.24% 5.153%
23 26.082 3904 3913 3931 rVB2 24322 74121 2.97% 0.720%
24 27.457 4137 4147 4157 rBVS 12123 42094 1.69% 0.409%
Sum of corrected areas: 10290821
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121318\
Data File : BG038545.D

Aca On : 13 Dec 2018 23:19

Operator : JU/SJ

Sample : J6347-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038545.D

1500000

1000000

500000 8.38
7.59

5.61 701 8.06 10.88

9.24

3.18 5.14

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG038545.D

20.04

1500000

1000000] 13:31

500000

17.44 21.72
14.70

o 21.32 p1.86 22,C47

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: BG038545.D

1500000
1000000

500000

25.01
23.17 23.98 24}_&4 26.08 27.46

o Sy, 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\BG121318\
Data File : BG038545.D

Aca On : 13 Dec 2018 23:19

Operator : JU/SJ

Sample : J6347-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 3

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

3.18 4.75 ng 43545 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 1-Fluorooctane 132 C8H17F 000463-11-6 9

Abundance Scan 15 (3.179 min): BG038545.D (-12) (-) m/z 73.00 100.00%
73.0
5000 43.0 550
87.0
1] | 3.20 3.30 3.40 3.50 3.60
O L L L S o O m/z 43.00 51.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL RN AR A LR
43.0 3.20 3.30 3.40 3.50 3.60
580 87.0 m/z 55.00 34.97%
29.0
G R R A RS RS R AN AR RRASS SARSS BARAS SRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
o 20 13.20 3.30 3.40 350 3.60
5000 : m/z 86.95 27 .75%
270
15.0 \M H
”I”'W'”'P'“I”'W'”'P'”IJ'W'”'P'“I”'W'”'P'”I”'
m/z--> 10 30 40 50 70 80 90 100 110 120 130
Abundance #13739: 2,2,4 Trimethyl-3-pentanol R A RamEr R
73.0 3.20 3.30 3.40 3.50 3.60
87.0 m/z 41.00 15.66%
5000 41.0 55.0
29.0 ‘
0 U, ‘ Ay w ‘ 97.0 112 0  129.0
m/z--> 10 20 §0 40 sb éo 70 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\HPCHEMI\BNA G\DATA\BG121318\
Data File : BG038545.D

Aca On : 13 Dec 2018 23:19

Operator : JU/SJ

Sample : J6347-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 4

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

5.14 4.10 ng 37600 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 64
2 1.3.4-0xadiazole. 2-(acetvloxv)-... 172 C7H12N203 066398-57-0 17
3 2-Heptanone. 7.7-dichloro- 182 C7H12CI120 066241-43-8 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 349 (5.142 min): BG038545.D (-344) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 SRR LS R
| | 83.0 | 480 5.00 5.20 5.40
"ttt e e e e e m/z 59.00 49 _46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SRS LA I
480 5.00 5.20 5.40
59.0 m/z 101.00 17.81%
0 23'.0. INTIA L 70.0 83.'0 1.01.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #40039: 1,3,4-Oxadiazole, 2-(acetyloxy)-2,5-dihydro-2,5,5-...
43.0
480 500 520 540
5000 m/z 58.00 16.04%
58.0 )
0 LI, | 720 850 1O?O 114.0 144.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #47485: 2-Heptanone, 7,7-dichloro-
43.0 480 5.00 5.20 5.40
m/z 41.00 10.66%
58.0
5000
0 m 710 g30  103.0 131.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121318\
Data File : BG038545.D

Aca On : 13 Dec 2018 23:19

Operator : JU/SJ

Sample : J6347-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 3 unknown7.59 Concentration Rank 2

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

7.59 57.74 ng 529699 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 766 (7.592 min): BG038545.D (-756) (-) m/z 131.90 100.00%
131.9
5000 68.0 /\_
00 s0 || %0 720 70 by 7h0 850
Obrrrrrre et e i S bbb | M/Z 68,00 38.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A R LR LR
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.57%
0<
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.19%
150 280 39.0 520 30 770 900 1040 .,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A R R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17 .35%
5000
33.0 44.0 0.0 105.0
0"I“"P"W"”I'”'Iﬁqph'“l:“llﬁqﬂ"il'ihl“"P"' T A R LR LR B
m/z--> 10 20 30 40 50 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\HPCHEMI\BNA G\DATA\BG121318\
Data File : BG038545.D

Aca On : 13 Dec 2018 23:19

Operator : JU/SJ

Sample : J6347-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.98 3.41 ng 90351 Perylene-di12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 3555 (23.979 min): BG038545.D (-3546) (-) m/z 57.00 100.00%
51.0
5000 85.0
113.0 23.60 23.80 24.00 24.20
141.1 193.0 .
oL .-J.'ﬂ, Lttt s m/z 43.00 75.15%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000
23.60 23.80 24.00 24.20
\ m/z 71.00 58.73%
DAL LT snimozsommozo
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
23.60 23.80 24.00 24.20
5000 85.0 m/z 85.00 36.07%
29.0
oL e “{113014101690197022502540
m/z--> §o 100 1éo 260 250 360 3%0
Abundance #185535: Heptadecane, 9-octyl- A R L
57.0 23.60 23.80 24.00 24.20
m/z 55.00 25.62%
5000 85.0
0 \.\.JEPMMm%mm 239.0 267.0204.0 323.0 352.0
m/z--> §o 100 1éo 200 250 300 3éo 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121318\
Data File : BG038545.D

Aca On : 13 Dec 2018 23:19

Operator : JU/SJ

Sample : J6347-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .94 3.11 ng 82518 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Sulfurous acid. butyl decvl ester 278 C14H3003S 1000309-17-7 83
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 3719 (24.942 min): BG038545.D (-3708) (-) m/z 57.00 100.00%
57.0
5000

e
LI L e e e

24.60 24.80 25.00 25.20

130 1600 2641

o m/z 43.00 66.64%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000

24.60 24.80 25.00 25.20
m/z 71.00 49.61%

13.0 169.0 225.0 281.0 337.0 394.0

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
R e e R
24.60 24.80 25.00 25.20
5000 m/z 85.00 43.60%
ol 1 130169022502810 365.0
T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane M e e
57.0 24.60 24.80 25.00 25.20

m/z 55.00 22 .83%

5000

130 169.0 2250 2610 337.0 393.0 449.0 505.0 562.0 617.0

e b lhard s L

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121318\
Data File : BG038545.D

Aca On : 13 Dec 2018 23:19

Operator : JU/SJ

Sample : J6347-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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.
26.08 2.80 ng 74121 Perylene-di12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 3913 (26.082 min): BG038545.D (-3904) (-) m/z 57.00 100.00%
57.0
5000
113.0 25.80 26.00 26.20 26.40
169.2 280. 8 354 9
ok b, 202 28 e e M7z 43.05  56.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000
25.80 26.00 26.20 26.40

m/z 71.00 47 .55%

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 #194493: Hexacosane
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.00 40.91%
13. O
0 | 169 0 225.0 2950 367.0
I B e L A T B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202264: Octadecane, 1-iodo- L
57.0 25.80 26.00 26.20 26.40
m/z 55.00 27.43%
5000
. (11301690 253.0
L L o W e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.80 26.00 26.20 26.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121318\

BG038545.D

13 Dec 2018 23:19

Ju/sJ

J6347-14

11 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

TIC Top Hit name

Butane, 2-methoxy. .. 3.18 4.8 ng
2-Pentanone, 4-hy... 5.14 4.1 ng
unknown7 .59 7.59 57.7 ng
Eicosane 23.98 3.4 ng
Octacosane 24 .94 3.1 ng
Tetratetracontane 26.08 2.8 ng

8270-BG121218.M Fri Dec 14 15:10:22 2018

RT EstConc Units Response

37600
529699
90351
82518
74121

|--Internal Standard---|
| # RT Resp Conc]

183478 20.0
183478
183478 20.0
530333 20.0
530333
530333 20.0
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