LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113728.D

Aca On : 11 Apr 2019 19:00

Operator : JU/SJ

Sample : K2343-03

Misc :

ALS Vial : 15 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-BF040319.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 5.287 541 544 581 rBVY 2028285 2641346 82.11% 9.226%
2 6.328 717 721 738 rBVY 2316243 2726968 84.77% 9.525%
3 6.445 738 741 765 rVB 2773438 2793586 86.84% 9.758%
4 6.669 776 779 798 rVB 699595 690762 21.47% 2.413%
5 6.828 802 806 824 rVV 2395907 2134070 66.34% 7 .454%
6 7.240 872 876 908 rBVY 1628809 1744199 54.22% 6.092%
7 7.957 994 998 1018 rBV 715919 881228 27.39% 3.078%
8 9.028 1176 1180 1193 rBV 3443400 3216799 100.00% 11.236%
9 9.428 1245 1248 1258 rVB 180838 195788 6.09% 0.684%
10 9.704 1291 1295 1312 rBV 1031557 1016552 31.60% 3.551%

11 10.492 1426 1429 1447 rBV 1606523 1805568 56.13% 6.307%
12 11.186 1543 1547 1549 rBV 1002593 976019 30.34% 3.409%
13 11.210 1549 1551 1559 rvVv 254896 304192 9.46% 1.063%
14 11.275 1559 1562 1569 rVB 35481 50638 1.57% 0.177%
15 11.804 1649 1652 1662 rVB2 27006 50305 1.56% 0.176%

16 12.398 1749 1753 1763 rBV 274012 284967 8.86% 0.995%
17 12.627 1787 1792 1797 rBV 237336 282716 8.79% 0.987%
18 12.763 1811 1815 1825 rBV 3123183 3146309 97.81% 10.990%
19 13.333 1909 1912 1915 rBV2 33816 33124 1.03% 0.116%
20 13.663 1964 1968 1971 rVB3 47741 42234 1.31% 0.148%

21 13.816 1986 1994 2006 rBV2 829401 1174986 36.53% 4.104%
22 13.980 2018 2022 2025 rBV 78689 73365 2.28% 0.256%
23 14.280 2070 2073 2078 rVB 124139 115639 3.59% 0.404%
24 14.574 2119 2123 2127 rBV 169463 144964 4_.51% 0.506%
25 14.839 2163 2168 2170 rBV 118264 144788 4_50% 0.506%

26 14.880 2173 2175 2182 rVB 157915 178512 5.55% 0.624%
27 15.116 2211 2215 2221 rVB 64536 75790 2.36% 0.265%
28 15.174 2221 2225 2229 rBV 91428 110179 3.43% 0.385%
29 15.227 2229 2234 2249 rVB 727153 1025133 31.87% 3.581%
30 15.615 2295 2300 2307 rBV 104412 149607 4._.65% 0.523%

31 16.068 2372 2377 2389 rVB3 65541 128532 4._00% 0.449%
32 16.598 2460 2467 2475 rBV2 75408 163766 5.09% 0.572%
33 17.009 2532 2537 2549 rVB 36297 90538 2.81% 0.316%
34 17.209 2565 2571 2577 rBvV4 16277 36591 1.14% 0.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113728.D

Aca On : 11 Apr 2019 19:00

Operator : JU/SJ

Sample : K2343-03

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 28629760
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113728.D

Aca On : 11 Apr 2019 19:00

Operator : JU/SJ

Sample : K2343-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113728.D

Aca On : 11 Apr 2019 19:00

Operator : JU/SJ

Sample : K2343-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 unknown6.45 Concentration Rank 1

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

6.45 80.88 ng 2793590 1,4-Dichlorobenzene-d4 6.67
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 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 742 (6.451 min): BF113728.D (-738) (-) m/z 131.95 100.00%
32
5000 68
6 A
40 _ 54 75 104 6.20 6.40 6.60 6.80
R . e ??.l.' VRN A Ml L SR m/z 68.00 37.52%
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 R S LSS LS A
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.65%
138
0 "I""I""Il"'l!ll'!"I”"'I"'!I""I""I""I""I'"'I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80

5000 67 m/z 65.95 23.85%
41 97
53 117
b ool R 80| a0s gz )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80

m/z 69.00 13.85%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113728.D

Aca On : 11 Apr 2019 19:00

Operator : JU/SJ

Sample : K2343-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.83 ng 144964 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2122 (14.568 min): BF113728.D (-2119) (-) m/z 56.95 100.00%
57
5000 85
S .J J g ']113*.1?1 169 208 239 283 14.20 14.40 14.60 14.80

TG B — m/z 70.95 65.32%

m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
5|7
5000
85 14.20 14.40 14.60 14.80
29 m/z 42.95 62.10%
. .|.‘ | .11113 141 169 197 225 253 282
B L L B e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
AN EEREEEE S
85 14.20 14.40 14.60 14.80
5000 m/z 85.00 47 .23%
29 113
oL L LT M 169 107 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 14.20 14.40 14.60 14.80
m/z 55.00 20.82%
5000 85
29
oL j I i J11}3J 141160 197 225 253 205 323 367
e T R RmEEE ey
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113728.D

Aca On : 11 Apr 2019 19:00

Operator : JU/SJ

Sample : K2343-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.62 2.92 ng 149607 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2301 (15.621 min): BF113728.D (-2295) (-) m/z 57.00 100.00%
57
5000 85
U4 204 100 107001 267 150 15150 1580 1600
ol b P 0721 267 Tm/z 70.95  71.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
15.40 15.60 15.80 16.00
m/z 43.00 56.73%
29 113
oL LUy f [ 241 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #215181: 2-methyloctacosane
57
" 1540 15.60 15.80 16.00
5000 85 m/z 85.00 51.39%
113
o 2. ] I 77,141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #223851: Hentriacontane
57 15.40 15.60 15.80 16.00
m/z 54.90 20.81%
5000
85
29 113 141 169 197
ol L4 70109 197 225 253 280 300 351 379 407 436 R M
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113728.D

Aca On : 11 Apr 2019 19:00

Operator : JU/SJ

Sample : K2343-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.07 2.51 ng 128532 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2377 (16.068 min): BF113728.D (-2372) (-) m/z 56.95 100.00%
57
5000 85 LLM
T 15180 1600 1650 16,40
ol L m/z 70.95 68.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 R UL BULRLN UL B
mmmmmmmm
m/z 84.95 50.45%
oL, IJ ] 11$1‘169 197 225 253 296
i ey

m/z--> 50 100 150 200 250 300 350 400

N

©
(6] —
=7

Abundance #209565: Octacosane
15.80 16.00 16.20 16.40
5000 85 m/z 43.00 49.04%
29 113
o1 ] | | 7], 141 169 197 225 253 281 309 337 365 394
e A A e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane Ll B B B
57 15.80 16.00 16.20 16.40
m/z 55.00 22.43%
5000 85
113 119 169
0 |, 169 197 225 253 281 309 337 365 437
A A A e e R R R
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041119\
Data File : BF113728.D

Acq On : 11 Apr 2019 19:00

Operator : JU/SJ

Sample - K2343-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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 .45 6.45 80.9 ng 2793590 1 6.67 690762 20.0
Eicosane 14.57 2.8 ng 144964 6 15.23 1025130 20.0
Heneicosane 15.62 2.9 ng 149607 6 15.23 1025130 20.0
Octacosane 16.07 2.5 ng 128532 6 15.23 1025130 20.0
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