LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012518\
Data File : BF102437.D

Aca On : 25 Jan 2018 21:32

Operator : SJ/JU

Sample : J1256-02

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF012218.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 3.257 186 199 206 rBv2 23384 57845 2.25% 0.265%
2 3.416 215 226 232 rBV2 24833 58203 2.27% 0.267%
3 3.951 309 317 322 rVB 20010 35663 1.39% 0.164%
4 4.910 476 480 491 rVvB 70920 101392 3.95% 0.465%
5 5.328 546 551 566 rBY 2406408 2440962 95.06% 11.201%
6 6.357 721 726 733 rBVY 2363886 2567681 100.00% 11.782%
7 6.486 743 748 751 rBVY 2853590 2518396 98.08% 11.556%
8 6.716 783 787 795 rBV 885291 751820 29.28% 3.450%
9 6.869 809 813 822 rBVY 2109848 1829938 71.27% 8.397%
10 7.281 879 883 886 rBY 1585846 1498568 58.36% 6.876%

11 7.998 1001 1005 1023 rVB 1158509 1041417 40.56% 4._779%
12 9.075 1183 1188 1191 rBV 2844066 2399085 93.43% 11.009%

13 9.151 1198 1201 1203 rVB 41555 34240 1.33% 0.157%
14 9.175 1203 1205 1210 rVB 47134 44090 1.72% 0.202%
15 9.469 1250 1255 1263 rBV 386905 360297 14.03% 1.653%
16 9.680 1288 1291 1295 rVB 99140 77719 3.03% 0.357%
17 9.751 1299 1303 1307 rBV 1216018 1037009 40.39% 4_.759%
18 9.998 1342 1345 1349 rBV3 29817 29344 1.14% 0.135%
19 10.151 1368 1371 1373 rBV 61425 49635 1.93% 0.228%
20 10.180 1373 1376 1379 rVV 102594 84336 3.28% 0.387%
21 10.398 1410 1413 1416 rVB 35954 35265 1.37% 0.162%
22 10.539 1433 1437 1445 rBV 1402236 1401433 54.58% 6.431%
23 10.598 1445 1447 1453 rVV 49185 72985 2.84% 0.335%
24 10.651 1453 1456 1464 rVB 130727 179677 7.00% 0.824%
25 11.098 1530 1532 1534 rBV 82170 66010 2.57% 0.303%
26 11.127 1535 1537 1542 rVB2 84638 84150 3.28% 0.386%

27 11.233 1552 1555 1558 rBV 955223 916512 35.69% 4._.206%
28 12.451 1760 1762 1765 rBV 135210 117036 4._56% 0.537%
29 12.827 1822 1826 1830 rBV 1448972 1486912 57.91% 6.823%
30 13.880 2003 2005 2009 rBV 458245 415012 16.16% 1.904%

Sum of corrected areas: 21792632
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102437.D

Aca On : 25 Jan 2018 21:32

Operator : SJ/JU

Sample : J1256-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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: BF102437.D

2500000 5.33 6.36

6.87
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102437.D
9|07
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2000000

1500000
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Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102437.D

2500000

13.88

2000000

1500000

1000000

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102437.D

Aca On : 25 Jan 2018 21:32

Operator : SJ/JU

Sample : J1256-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Acetic acid, 1,1-dimethylet... Concentration Rank 4

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

4.91 2.70 ng 101392 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 480 (4.910 min): BF102437.D (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 460 4.80 5.00 520
....,....','...~:|i....8,37.'1...~,|....,....,....,....,....,297.'.1. m/z 59.00 61.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 59.0 UL R R SRR
4.60 4.80 5.00 5.20
101.0 m/z 101.00 18.44%
120 | . 830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 4.80 500 520
5000 59.0 m/z 58.00 16.23%
27.0 g3.0 1010
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl- RN ma e R e Y
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.70%
5000
101.0
41.0
..1.5.'?.‘.“..\“.‘..‘l“i..‘..8|3‘.'9..,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102437.D

Aca On : 25 Jan 2018 21:32

Operator : SJ/JU

Sample : J1256-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 66.99 ng 2518400 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.492 min): BF102437.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.1 e e 680 6RO
40.1 540 6.20 6.40 6.60 6.80
..,....,....,....,':...,.:..,..I-.'...'..,5?‘.‘.?,..!.,.-:..,1.1.“?9,....,"...,.. m/z 134.00 33.47%
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 AR A LR
6.20 6.40 6.60 6.80
310 510 ‘ m/z 68.00 29.89%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 18.99%
41.0 97.0
53.0
79.0 117.0
wwmmwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 AL
Abundance #14491: 5-Aminoindole R e B
132.0 6.20 6.40 6.60 6.80

m/z 96.10 12 _.33%

5000

104.0
66.0
140 27.0 390 510 97 770 g9 || 1150

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 : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102437.D

Aca On : 25 Jan 2018 21:32

Operator : SJ/JU

Sample : J1256-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.65 3.92 ng 179677 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Eilcosane 282 C20H42 000112-95-8 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 1456 (10.651 min): BF102437.D (-1453) (-) m/z 57.10 100.00%

57.1
5000

‘ |990 10.40 10.60 10.80 11.00
140.0 183.1  233.3 : : :
B 0 0 OV s W e — m/z 43.10 67.56%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LA L B L L L LB
10.40 10.60 10.80 11.00
99.0 m/z 71.10 56.57%
27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
e e e o L B e A e o T L e o o o e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R RREEREEEE SRS S
10.40 10.60 10.80 11.00
5000 m/z 85.10 37.99%
99.0
27.0 141.0 183.0 2250 2820
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane L B o
57.0 10.40 10.60 10.80 11.00
m/z 41.10 33.30%
5000
99.0
27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0

m/z--> 50 100 150 200 250 300 350 10.40 10 60 10. 80 11. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF012518\
Data File : BF102437.D

Acq On : 25 Jan 2018 21:32

Operator : SJ/JU

Sample - J1256-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
Acetic acid, 1,1-._.. 4.91 2.7 ng 101392 1 6.72 751820 20.0
unknown6 .49 6.49 67.0 ng 2518400 1 6.72 751820 20.0
Octacosane 10.65 3.9 ng 179677 4 11.23 916512 20.0

8270-BF012218_.M Fri Jan 26 14:26:55 2018 Page: 6



