LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108937.D

Aca On : 11 Sep 2018 16:08

Operator : JU/SJ

Sample : PB112707BL

Misc :

ALS Vial : 12 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-BF090518 .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 4.943 438 443 451 rBV 434473 601260 12.99% 1.631%
2 5.354 508 513 517 rBVY 3478242 3858184 83.38% 10.463%
3 6.372 680 686 689 rBY 3599214 4049204 87.51% 10.981%
4 6.507 704 709 712 rBVY 4197381 4013448 86.74% 10.884%
5 6.737 744 748 751 rBVY 1308702 1020192 22.05% 2.767%

6.895 770 775 778 rBV 3597752 3160882 68.31% 8.572%
7.295 838 843 846 rBV 2680539 2603013 56.26% 7.059%
8.019 961 966 969 rBV 1399801 1299782 28.09% 3.525%
4950208 4627136 100.00% 12.549%
9.766 1259 1263 1267 rBV2 1655346 1445026 31.23% 3.919%
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11 10.554 1392 1397 1400 rBV 2355564 2348175 50.75% 6.368%
12 11.242 1510 1514 1518 rBV 1537793 1378328 29.79%% 3.738%
13 12.830 1779 1784 1787 rBV 3922881 3760704 81.27% 10.199%
14 13.866 1957 1960 1964 rBV 1018480 951895 20.57% 2.582%
15 14.654 2091 2094 2099 rVB 54563 55776 1.21% 0.151%

16 14.977 2144 2149 2153 rBV 92938 110522 2.39% 0.300%
17 15.277 2195 2200 2205 rBV 941380 1086879 23.49% 2.948%
18 15.330 2205 2209 2215 rVB 125119 162347 3.51% 0.440%
19 15.742 2274 2279 2284 rBV 108918 159853 3.45% 0.434%
20 16.212 2353 2359 2364 rBV 75851 124935 2.70% 0.339%

21 16.765 2449 2453 2460 rVB3 28194 55977 1.21% 0.152%

Sum of corrected areas: 36873518
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108937.D

Aca On : 11 Sep 2018 16:08

Operator : JU/SJ

Sample : PB112707BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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: BF108937.D
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4000000

3000000

2000000

1000000 1387 15.28

14.65 1&98 .33 15/{74 16.21 16.77

O
Time--> 13.50

T I
14.50 15.00 15.50 16.00 16.50 17.00

T T
17.50 18.00

L
18.50

8270-BF090518.M Wed Sep 12 11:25:42 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108937.D

Aca On : 11 Sep 2018 16:08

Operator : JU/SJ

Sample : PB112707BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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.

4.94 11.79 ng 601260 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 443 (4.943 min): BF108937.D (-438) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 ISR R R
| 831 | 460 4.80 5.00 5.20
M s S m/z 59.10 54.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL I B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 19.91%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.10 14 .94%
20.0 101.0
0 150 1 Il 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B e B e o
54.0 460 4.80 5.00 5.20
m/z 41.05 8.78%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108937.D

Aca On : 11 Sep 2018 16:08

Operator : JU/SJ

Sample : PB112707BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2 unknown6.51 Concentration Rank 1

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

6.51 78.68 ng 4013450 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 709 (6.507 min): BF108937.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sao || 550 oo 6k 6Bo |
o) MBSO 1 M PR R N [| m/z 68.10 45.07%
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 R
5000 B SRR R SR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.62%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 680
5000 m/z 66.00 28.21%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.32%
97.0
5000 0.0
31.0 52.0
‘ i 86.0 ! 11\60 |
R A R R A AR AN AR RSN SARSS LRSS RSN AR I SRS R SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108937.D

Aca On : 11 Sep 2018 16:08

Operator : JU/SJ

Sample : PB112707BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.03 ng 110522 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane 310 C22H46 000629-97-0 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2149 (14.977 min): BF108937.D (-2144) (-) m/z 57.05 100.00%
57.0
85.1
5000 ~“,,J\___~A*~/tﬁﬁ__ﬂ—ywj\~aﬁ
131 14.60 14.80 15.00 15.20
4111691
- .|,‘.A| b 0016911072 23902670 3z m/z 71.10 70.51%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L B B BRI RN
mmmmmmmm
m/z 43.05 56.89%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #129490: Eicosane
57.0
85.0 14,60 14.80 15.00 15.20
5000 m/z 85.10 55.22%
oL 2L [T i s omsagzmzo
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L B LA BN L B
57.0 14.60 14.80 15.00 15.20
m/z 41.05 22 .22%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1;0 14. 60 14. 80 15. 00 15. 20 '
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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\BF091118\
BF108937.D

11 Sep 2018 16:08

Ju/sJ

PB112707BL

12 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M

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 Heptadecane, 9-octyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.33 2.99 ng 162347 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 2209 (15.330 min): BF108937.D (-2205) (-) m/z 57.10 100.00%
57.1
5000
%0 15.00 15.20 15.40 15.60
411 . . . .
ol d .|| Lt 1832 po10 2671 32443861 o0 46T 73 10%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LR DU SO B B
15.00 15.20 15.40 15.60
m/z 43.10 60.60%
o 1410 1830  2%}96g0 3080 3520

m/z--> 50 100 150 200 250 300 350

Abundance #215181: 2-methyloctacosane
57.0
R R e
15.00 15.20 15.40 15.60
5000 m/z 85.10 54 .04%
99.0
o 2&9\ | JJJ‘}4}O 183.0 2250 267.0 309.0  365.03094.0
—— e e
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane e e
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22.00%
5000
99.0
o 27‘0 \ ” | }41 .0 183.0 2250 338.0
i T L o e o e e T L o AN R R e
m/z--> 50 100 150 200 250 300 350 15.00 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108937.D

Aca On : 11 Sep 2018 16:08

Operator : JU/SJ

Sample : PB112707BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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.
15.74 2.94 ng 159853 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Docosane 310 C22H46 000629-97-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2279 (15.742 min): BF108937.D (-2274) (-) m/z 57.10 100.00%
57.1
85.0
5000
| | Illl:l3 t141.2 183.2211.0239.2267.1 341.0 1‘%""0' 1560 1580 1600 -
Ot BN Y It s it R m/z 71.05 79.28%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L AR DU BRI B B

15.40 15.60 15. 80 16.00

113.0 m/z 43.05 58.24%
29.0 ] 14101600 282.0
ol d L dg |y 197.0225.0253.0
e - e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
e
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.05 56.81%
29.0 113.0
ol ‘i‘k |7 141.0169.0197.0225.0253.0  295.0323.0  367.0
I T
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane T e
57.0 15.40 15.60 15.80 16.00
m/z 55.05 20.82%
5000 85.0
29.0
oy [113:0141.0160.0197.0225.0253.0281.0310.0
I e e L e e e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108937.D

Aca On : 11 Sep 2018 16:08

Operator : JU/SJ

Sample : PB112707BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.21 2.30 ng 124935 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2359 (16.212 min): BF108937.D (-2353) (-) m/z 57.05 100.00%

57.0

5000

:

13.1
16915911 2810 355.0 15.80 16.00 16.20 16.40 16.60

e g p s 82 2O e M/Z 71.05 65.53%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

o

-

15.80 16.00 16.20 16.40 16.60
m/z 43.05 49.92%

5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57.0
R e e S
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.05 49.91%
13.0
ok , ,169.0 2250  309.0 365.0 436.0
A e e R m B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane e T e e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 20.14%
5000

F

13.0
| ,169.0 2250 281. o 337. o 3940

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16. 40 16. 60

8270-BF090518.M Wed Sep 12 11:25:46 2018 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091118\
Data File : BF108937.D

Acq On : 11 Sep 2018 16:08

Operator : JU/SJ

Sample : PB112707BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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]
2-Pentanone, 4-hy... 4.94 11.8 ng 601260 1 6.74 1020190 20.0
unknown6.51 6.51 78.7 ng 4013450 1 6.74 1020190 20.0
Heneicosane 14.98 2.0 ng 110522 6 15.28 1086880 20.0
Heptadecane, 9-oc... 15.33 3.0 ng 162347 6 15.28 1086880 20.0
Eicosane 15.74 2.9 ng 159853 6 15.28 1086880 20.0
Tetratetracontane 16.21 2.3 ng 124935 6 15.28 1086880 20.0
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