LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099562.D

Aca On : 16 Oct 2017 23:40

Operator : SJ/JU

Sample : 15782-10

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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 5.069 504 507 522 rBV 237428 326146 14.68% 1.717%
2 5.469 571 575 593 rBY 1935700 1866699 84.01% 9.828%
3 6.481 742 747 761 rBVY 1823200 1954922 87.98% 10.292%
4 6.616 766 770 773 rBVY 2181053 1924689 86.62% 10.133%
5 6.839 805 808 817 rVB 668824 609214 27.42% 3.207%
6 6.998 831 835 838 rBVY 1819553 1532089 68.95% 8.066%
7 7.410 900 905 908 rBVY 1265777 1154895 51.98% 6.080%
8 8.122 1023 1026 1030 rBV 916514 826555 37.20% 4 _.352%
9 9.198 1204 1209 1212 rBVY 2588514 2222003 100.00% 11.698%
10 9.592 1272 1276 1286 rBV 637150 498051 22.41% 2.622%

11 9.880 1321 1325 1329 rBV 1057808 892933 40.19% 4.701%
12 10.592 1443 1446 1451 rBB 89689 68313 3.07% 0.360%
13 10.669 1455 1459 1474 rBV 1119664 1101346 49.57% 5.798%
14 11.369 1574 1578 1585 rBV 995120 820581 36.93% 4._.320%
15 12.951 1843 1847 1850 rBV 1865265 1627683 73.25% 8.569%

16 13.833 1993 1997 2006 rBvV2 36318 59761 2.69% 0.315%
17 14.015 2024 2028 2035 rBvV 558680 546688 24.60% 2.878%
18 14.833 2164 2167 2171 rVB 34157 30614 1.38% 0.161%
19 15.092 2207 2211 2215 rBvV 24720 25408 1.14% 0.134%
20 15.486 2271 2278 2288 rBV 441061 591244 26.61% 3.113%
21 15.898 2340 2348 2353 rBV 48391 75738 3.41% 0.399%
22 16.398 2427 2433 2440 rVB 44686 76664 3.45% 0.404%
23 16.980 2526 2532 2542 rVB2 33314 68812 3.10% 0.362%
24 17.668 2643 2649 2656 rVB3 24295 52018 2.34% 0.274%
25 18.492 2784 2789 2800 rVB5 14353 41158 1.85% 0.217%
Sum of corrected areas: 18994224
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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\BF101617\

BF099562.D

16 Oct 2017 23:40

SJ/Ju

15782-10

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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\BF101617\
Data File : BF099562.D

Aca On : 16 Oct 2017 23:40

Operator : SJ/JU

Sample : 15782-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.
" 5.07 10.71ng 326146  1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64

001116-98-9 17
016504-58-8 9

2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 507 (5.069 min): BF099562.D (-504) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1
| 83.1 480 5.00 5.20 5.40
O e e e e e e e e m/z 59.10 61.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LANLINL L L L L L L L LB
4.80 5.00 5.20 5.40
59.0 m/z 101.10 20-96%
ZZ'\O\ LU . H 71.0 83'0 1‘0%.0
O P T T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R AL B e
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 16.95%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R A REEREEEE S S
43.0 480 5.00 5.20 5.40
m/z 41.00 8.64%
5000 101.0
28.0 59.0
84.0
150 e
...,..‘a.,..l‘.‘,....‘i‘.l..,.llli....,.‘...,.‘l..,....,a...,....,....,....,...., R AL B s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099562.D

Aca On : 16 Oct 2017 23:40

Operator : SJ/JU

Sample : 15782-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.62 Concentration Rank 1

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

6.62 63.19 ng 1924690 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
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 771 (6.622 min): BF099562.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 510 || o im0 550 o0 660 6B 7o
0 R r P O 1 Y1 RN - Y[ NN m/z 134.00  33.98%
m/z--> 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 R R UL LR
6.20 6.40 6.60 6.80 7.00
210 510 m/z 68.10 28.88%
T 790
OH'W'“'V'“l“'w'“'w'“l“'w'“'w'“l“'w'“'l'“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 17.54%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e BRaas )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 11.61%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T SRR R SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099562.D

Aca On : 16 Oct 2017 23:40

Operator : SJ/JU

Sample : 15782-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Hexacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.19 ng 59761 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 72
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 58
3 n-Tetracosanol-1 354 C24H500 000506-51-4 53
4 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 35
5 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 35
Abundance Scan 1996 (13.827 min): BF099562.D (-1993) (-) m/z 57.05 100.00%
51.0
97.1
5000
25.0 R BN SUNLN SN B
|| 13.60 13.80 14.00 14.20
ok e T B S S m/z 55.05 97 .90%
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43.0
5000 83.0 RN B SO S B
13.60 13.80 14.00 14.20
1110 m/z 83.10 85.24%
Olsby | J‘M‘Jﬂﬁh‘y 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> éo 160 1éo 260 2éo 300 3éo
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 43.05 78.96%
97.0
o 29.0 125015301830 224.0253.0
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance #186969: n-Tetracosanol-1 R mEEEE RS S
43.0 13.60 13.80 14.00 14.20
m/z 97.10 69.55%
5000 83.0
111.0
015@M il | J‘A f. | 140.0168.0196.0 238.0266.0 308.0336.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099562.D

Aca On : 16 Oct 2017 23:40

Operator : SJ/JU

Sample : 15782-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 2.56 ng 75738 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2348 (15.898 min): BF099562.D (-2340) (-) m/z 57.00 100.00%
57.0
5000
99.1 R AR SRR BN B
| | i 141.0 209.0 2820 15.60 15.80 16.00 16.20
ol d b b b e e M/Z 71.05  72.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 AR S B IR
15.60 15.80 16.00 16.20
‘ 99.0 m/z 85.10 56.15%
o .“. ‘.‘ I H\ h\ h‘ u‘ . \\ \ :‘I.-8.3.0| |22|5|'0| I |2|8|?'|0| ————
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 43.05 54 _49Y%
99.0
0l15.0 141.0 183.0 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane R R e R
57.0 15.60 15.80 16.00 16.20
m/z 54.95 20.74%
5000
99.0
o | | 1410 183.0 2250 267.0 3090 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099562.D

Aca On : 16 Oct 2017 23:40

Operator : SJ/JU

Sample : 15782-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.59 ng 76664 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Triacontane 422 C30H62 000638-68-6 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2433 (16.398 min): BF099562.D (-2427) (-) m/z 57.05 100.00%
57.0
130 1600 1620 1640 1660 1660
oL B e m/z 71.05 70.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0

5000 T T e
1600 16 20 1640 16. 60 16. 80

m/z 85.10 56.16%

]ﬂld | 169.0 2250 281.0  365.0

1\“

0..” ....”.“u” i U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 43.05 52.91%
113.0
0 169.0 225.0 296.0
T T T T e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e o
57.0 16.00 16.20 16.40 16.60 16.80
m/z 55.00 23.33%
5000
130 169.0
Ol AN L 2250 2810 337.0 393.0 449.0 505.0 562.0,817.0 AN
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 00 16 20 16 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
Data File : BF099562.D

Acq On : 16 Oct 2017 23:40

Operator : SJ/JU

Sample : 15782-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.07 10.7 ng 326146 1 6.84 609214 20.0
unknown6 .62 6.62 63.2 ng 1924690 1 6.84 609214 20.0
1-Hexacosanol 13.83 2.2 ng 59761 5 14.02 546688 20.0
Eicosane 15.90 2.6 ng 75738 6 15.49 591244 20.0
2-methyloctacosane 16.40 2.6 ng 76664 6 15.49 591244 20.0
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