LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097750.D

Aca On : 16 Aug 2017 20:32

Operator : SJ/JU

Sample : PB101564BL

Misc :

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-BF081517.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 4.998 490 495 507 rvB 425215 622421 13.32% 1.729%
2 5.398 557 563 567 rBY 3595124 4302707 92.07% 11.949%
3 6.416 729 736 739 rBVY 3900768 4339443 92.85% 12.051%
4 6.551 754 759 762 rBVY 4042571 4240867 90.74% 11.777%
5 6.781 794 798 801 rBVY 1153591 892490 19.10% 2.479%

6 6.939 820 825 828 rBvV 3587376 3241078 69.35% 9.001%
7 7.345 888 894 897 rBV 2632392 2706293 57.91% 7.516%
8 8.063 1011 1016 1019 rBV 1404628 1184693 25.35% 3.290%
9 9.145 1193 1200 1203 rBV 4384433 4673430 100.00% 12.979%
10 9.816 1309 1314 1318 rBV 1356747 1194169 25.55% 3.316%
11 10.604 1442 1448 1451 rBV 2365928 2268049 48.53% 6.299%
12 11.039 1518 1522 1528 rBV 58066 80999 1.73% 0.225%
13 11.298 1561 1566 1570 rVB 1255995 1022029 21.87% 2.838%
14 11.474 1591 1596 1603 rBV2 37311 57358 1.23% 0.159%
15 11.898 1660 1668 1673 rBV3 44333 72847 1.56% 0.202%
16 12.292 1728 1735 1741 rBV2 37845 62030 1.33% 0.172%
17 12.892 1831 1837 1840 rBV 3204593 3053582 65.34% 8.480%
18 13.386 1916 1921 1925 rBV 52860 68528 1.47% 0.190%

19 13.933 2010 2014 2017 rBV 882980 770247 16.48% 2.139%
20 15.362 2252 2257 2261 rBV 543691 655217 14.02% 1.820%

21 15.421 2264 2267 2273 rVB 89950 120597 2.58% 0.335%
22 15.839 2334 2338 2345 rVB 108580 183862 3.93% 0.511%
23 16.327 2417 2421 2431 rVB 113089 195963 4._.19% 0.544%

Sum of corrected areas: 36008899
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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\BF081617\

BF097750.D

16 Aug 2017 20:32

SJ/Ju

PB101564BL

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097750.D

Aca On : 16 Aug 2017 20:32

Operator : SJ/JU

Sample : PB101564BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

5.00 13.95 ng 622421 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 495 (4.998 min): BF097750.D (-490) (-) m/z 43.00 100.00%
43.0
5000 591
1ot 460 480 500 520 5.40
83.0 : : : : :
Obrrr e e et S P e || M/Z 59.10 49 24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L N L I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 17.96%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.00 17.73%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate S mma e
43.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.22%
5000
58.0
1§.0 270 | 72.0 100.0
O B e B R R R e TN B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097750.D

Aca On : 16 Aug 2017 20:32

Operator : SJ/JU

Sample : PB101564BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.55 Concentration Rank 1

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

6.55 95.03 ng 4240870 1,4-Dichlorobenzene-d4 6.78
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 759 (6.551 min): BF097750.D (-754) (-) m/z 132.10 100.00%
13R.1
5000 68.1
40.1 sed 6.20 640 6.60 680
1 540 : : :
0 ..,....,....,...:,".'...,::..,::.'.|,..':'.,??;9,..].,.197.-9...,....,~'...,... m/z 68.10 46.51%
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 BN RS SR
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.00 32.81%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 m/z 66.10 28 .58%
104.0
ol 140 270 300 510 06.0 770 g90 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B B R
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.23%
117.0
5000
39.0 910
o | Sy oo | amo |||
OFrr e e e e e e e e .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097750.D

Aca On : 16 Aug 2017 20:32

Operator : SJ/JU

Sample : PB101564BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.42 3.68 ng 120597 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 80
3 Eicosane 282 C20H42 000112-95-8 74
4 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 2267 (15.421 min): BF097750.D (-2264) (-) m/z 57.10 100.00%
57.1
85.1
5000
e ERAaS EE e S
l | ||| J113 1 14‘1 1 1682 207.1 2350 2711 15.20 15.40 15.60 15.80
o.n,nnun.,””,m”;”L,A” AR TSN INUSE TR m/z 71.10 81.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57.0
85.0
5000 LI SULRLE UL SULRUL I
1520 15.40 15.60 15.80
29.0 m/z 85.10 68.32%
0 LD 11?0‘\ 1410 1690 197.0 2400
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
oo 150 15140 1560 1560
5000 m/z 43.10 57 .45%
1130 490 1680

211.0 238.0 267.0

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane N B B !
57.0 15.20 15.40 15.60 15.80
m/z 99.10 25.72%
5000
85.0
29.0
o ‘ | | 1130 1410 1600 107.0 2250 2530 282.0
.”“”.“”.““.“”.“”.““.“”..”..”..”..”..”..”w.” M,
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097750.D

Aca On : 16 Aug 2017 20:32

Operator : SJ/JU

Sample : PB101564BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.84 5.61 ng 183862 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2338 (15.839 min): BF097750.D (-2334) (-) m/z 57.05 100.00%
57.0
85.1
5000
131 " 15.60 15.80 16.00 16.20
1411 1831 233.2 ) )
ol L1 ]1 P PO m/z 71.10 88.57%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L S B B B
15.60 15.80 16. oo 16 20
0.0 130 m/z 85.10 58.43%
ol L L | [ 1410169.0197.0225.0253.0 296.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57.0
" 15.60 15.80 16.00 16.20
5000 85.0 m/z 43.10 55.85%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> §o 160 1%0 260 250 300 3%0
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- R RRREE EE s
57.0 15.60 15.80 16.00 16.20
m/z 55.00 22.03%
5000 85.0
141.0 211.0
0.“ \ﬂ\\, e S
m/z--> 50 100 150 200 250 300 350 15.60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097750.D

Aca On : 16 Aug 2017 20:32

Operator : SJ/JU

Sample : PB101564BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.33 5.98 ng 195963 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 2422 (16.333 min): BF097750.D (-2417) (-) m/z 57.05 100.00%
57.0
5000 \meﬁ
|ﬁl 5150 1630 1690 1563
40.2169.1 225.0 ) ) : : : :
ol AL Z0, 200 113032 S50 Tm/z 71.10  79.42%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 AR S DR
16. oo 16 20 16. 40 16.60
99.0 m/z 85.10 62.38%
OznoL Li i ‘\‘\ 14101830 2250 267.0 300.0 352.0
m/z--> 50 100 1éo 260 2éo 360 3éo
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 43.05 54 _37%
99.0
o 28.0 141.0 183.0 2250 267.0 309.0 365.0394.0
m/z--> 55 160 150 200 250 300 3éo
Abundance #129490: Eicosane e EREmEmEE T
57.0 16.00 16.20 16.40 16.60
m/z 69.10 24 _.87%
5000
99.0
027w°‘ i | JJ | 1410 1830 2250 2820
m/z--> % 1m 1% 2& 250 3m 3% ' mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081617\
Data File : BF097750.D

Acq On : 16 Aug 2017 20:32

Operator : SJ/JU

Sample : PB101564BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 5.00 13.9 ng 622421 1 6.78 892490 20.0
unknown6 .55 6.55 95.0 ng 4240870 1 6.78 892490 20.0
Heptadecane 15.42 3.7 ng 120597 6 15.36 655217 20.0
Heneicosane 15.84 5.6 ng 183862 6 15.36 655217 20.0
Pentacosane 16.33 6.0 ng 195963 6 15.36 655217 20.0
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