LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104682.D
Aca On - 20 Apr 2018 18:47 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2461-04 10X N-P001-S002-0001-02
ALS Vial : 18 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-BF040618.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 5.416 562 566 579 rBV 179157 207131 24.45% 3.294%
2 6.434 736 739 751 rBV 176317 209201 24.69% 3.327%
3 6.569 759 762 768 rBV 252744 225293 26.59% 3.583%
4 6.804 798 802 815 rVB 839075 677374 79.95% 10.772%
5 6.957 825 828 832 rBV 233137 184382 21.76% 2.932%
6 7.363 894 897 908 rBV 110154 114096 13.47% 1.814%
7 7.969 998 1000 1007 rBV 5332 9693 1.14% 0.154%
8 8.087 1017 1020 1032 rBV 980334 847235 100.00% 13.473%
9 8.169 1032 1034 1042 rVB 12386 18154 2.14% 0.289%
10 9.163 1199 1203 1214 rBV 254183 242866 28.67% 3.862%
11 9.557 1267 1270 1273 rBV 12748 10177 1.20% 0.162%
12 9.769 1299 1306 1311 rBv4 9110 11657 1.38% 0.185%

13 9.845 1315 1319 1333 rBvV 903895 842961 99.50% 13.405%
14 10.633 1450 1453 1464 rBv2 118703 135360 15.98% 2.153%
15 10.739 1469 1471 1476 rBV 10768 11208 1.32% 0.178%

16 10.886 1493 1496 1501 rVB4 9225 10471 1.24% 0.167%
17 11.333 1568 1572 1578 rBV 901195 753057 88.88% 11.976%
18 12.916 1837 1841 1848 rBV 263742 222800 26.30% 3.543%
19 13.392 1919 1922 1925 rBV 34907 29330 3.46% 0.466%
20 13.774 1983 1987 1991 rBV 148021 166488 19.65% 2.648%

21 13.810 1991 1993 1997 rVB5 22834 24225 2.86% 0.385%
22 13.951 2013 2017 2018 rBV 95647 82914 9.79% 1.319%
23 13.980 2018 2022 2035 rVB 658198 679979 80.26% 10.814%
24 15.080 2206 2209 2215 rVB 68943 81535 9.62% 1.297%

25 15.445 2267 2271 2281 rVB 350533 490609 57.91% 7.802%

Sum of corrected areas: 6288196
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042018\
BF104682.D

20 Apr 2018 18:47

Ju/sJ

J2461-04 10X

N-P001-S002-0001-02

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\

Data File : BF104682.D

Aca On - 20 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle : J2461-04 10X N-P001-S002-0001-02
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 6.65 ng 225293 1,4-Dichlorobenzene-d4 6.80
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 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF104682.D (-759) (-) m/z 132.00 100.00%
5000 68
40 %6 620 640 6.60 6.80 7.00
54 75 104 . . . . .
ol A & m/z 68.00 40.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 30.44%
31 54 51
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 _45%

15 28 3 5 8 77 90 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine  Rame ,/.\. T {\. i
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 16.66%

5000

33 44 g7 105

70 78
510 P e | | s

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80 700

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104682.D

Aca On : 20 Apr 2018 18:47

Operator : JU/SJ

Sample : J2461-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl3.77 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.77 4.90 ng 166488 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (5-iodopentvl)- 274 C11H151 099858-37-4 17
2 DL-Phenvlalanine. N-alvcvl- 222 C11H14N203 000721-66-4 17
3 Alpha-phenvl-alpha-tropvlacetald... 378 C22H22N202S 022532-16-7 12
4 Benzonitrile. m-phenethvl- 207 C15H13N 034176-91-5 10
5 L-(-)-Fucose, tetrakis(trifluoro... 653 C21H15F12N09 1000380-45-2 10

Abundance Scan 19ﬁ6 (13.769 min): BF104682.D (-1983) (-) m/z 91.00 100.00%
9
5000
117 A
39 65 141157 179 207 281 13.40 13.60 13.80 14.00
Ol ettt e e A m/z 117.05 25.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122155: Benzene, (5-iodopentyl)-
a1
5000
13.40 13.60 13.80 14.00
39 65 m/z 207.10 10.53%
‘ 117 147
OI”III‘I‘”‘I‘II\h\ll\lllIM\IH\‘III\”\I‘II\”IIIL” ||||18|3||| ||2|:|I-7|||| — ||2|7|4|||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
30 91
13.40 13.60 13.80 14.00
5000 m/z 92.00 9.10%
120 178 204
ol 15 50 % 148163 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #201520: Alpha-phenyl-alpha-tropylacetaldehyde tosylhydrazone
il 13.40 13.60 13.80 14.00
m/z 194.05 8.84%
5000
65 115 179
139
Js 3 | | d 1%6, H 220 246 299
m/z--> 20 40 60 80 100 150 1&0 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\

Data File : BF104682.D

Aca On - 20 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle : J2461-04 10X N-P001-S002-0001-02
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4
R.T. EstConc Area Relative to ISTD R.T.
15.08 3.32 ng 81535 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Heneicosane 296 C21H44 000629-94-7 86
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Pentacosane 352 C25H52 000629-99-2 72
Abundance Scan 2209 (15.080 min): BF104682.D (-2206) (-) m/z 57.10 100.00%
57
% 14.80 15.00 15,20 15.40
41 203 283 : : : :
ol ALl de, 2B 28 o Wiz 7110 74.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 L S BULELL BRI B
mmmmmmmm
m/z 43.10 56.19%
ol 26 “‘ 141 183 225 281 337 394
m/z--> 0 éo 100 1éo 200 250 300 350 460 4%0 560 séo 660
Abundance
57
14.80 15.00 15,20 15.40
5000 m/z 85.10 55.19%
99
oL15 141 183 225 296
m/z--> 0 éo 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241528: Tetratetracontane N B EE
57 14.80 15.00 15.20 15.40
m/z 55.00 26.22%
5000
97
ol 26 | 141 183 225 267 309 351 393 435 491 535574 617
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&1;0 5(')0 5&'30 6(|)O 14I80 15. oo 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF042018\

Data File : BF104682.D

Acq On : 20 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle - J2461-04 10X N-P001-5002-0001-02
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
unknown6 .57 6.57 6.7 ng 225293 1 6.80 677374 20.0
unknownl13.77 13.77 4.9 ng 166488 5 13.98 679979 20.0
Octacosane 15.08 3.3 ng 81535 6 15.44 490609 20.0
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