LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072117\
Data File : BF096953.D

Aca On 21 Jul 2017 19:31

Operator : SJ/JU

Sample : 14352-03

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-BF071317.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 4.722 461 465 478 rBV 376935 582472 20.13% 2.410%
2 5.169 536 541 544 rBVY 2785125 2811932 97.18% 11.637%
3 6.216 714 719 734 rBVY 2307875 2893404 100.00% 11.974%
4 6.328 734 738 742 rBVY 2660707 2706177 93.53% 11.199%
5 6.557 773 777 780 rBV 708372 625819 21.63% 2.590%
6 6.710 799 803 807 rBVY 1929692 1906047 65.88% 7.888%
7 7.122 868 873 876 rBY 1789717 1836371 63.47% 7 .599%
8 7.839 991 995 998 rBVY 1105236 974228 33.67% 4.032%
9 8.916 1173 1178 1181 rBvV 2739023 2696765 93.20% 11.160%
10 9.310 1242 1245 1248 rBV 467020 397695 13.74% 1.646%
11 9.586 1287 1292 1295 rBVY 1025484 917485 31.71% 3.797%
12 9.751 1316 1320 1326 rBv4 24744 43239 1.49% 0.179%
13 10.039 1365 1369 1372 rVB 59906 54735 1.89% 0.227%
14 10.257 1400 1406 1408 rBvV 25054 33203 1.15% 0.137%

15 10.369 1421 1425 1429 rBV 1176869 1146810 39.64% 4.746%

16 10.504 1445 1448 1458 rBV 73057 100213 3.46% 0.415%

17 10.951 1521 1524 1527 rBV 53588 45265 1.56% 0.187%
18 11.057 1538 1542 1546 rBV 667945 622106 21.50% 2.574%
19 12.486 1782 1785 1788 rVB 38689 38341 1.33% 0.159%

20 12.645 1807 1812 1815 rBV 1891266 1786580 61.75% 7.393%
21 12.869 1846 1850 1852 rBV3 29461 30867 1.07% 0.128%
22 13.551 1962 1966 1971 rBV 279807 309220 10.69% 1.280%
23 13.686 1984 1989 1992 rBV 759406 769106 26.58% 3.183%
24 13.792 2004 2007 2009 rBV3 22474 29889 1.03% 0.124%
25 14.186 2070 2074 2078 rBV 112547 125272 4_.33% 0.518%

26 15.051 2216 2221 2228 rBV 592850 681426 23.55% 2.820%

Sum of corrected areas: 24164667
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096953.D

Aca On 21 Jul 2017 19:31

Operator : SJ/JU

Sample : 14352-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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: BF096953.D
5{17 6,33

2500000
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2000000 6.71
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Abundance TIC: BF096953.D
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Abundance TIC: BF096953.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096953.D

Aca On 21 Jul 2017 19:31

Operator : SJ/JU

Sample : 14352-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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.

4.72 18.61 ng 582472 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 465 (4.722 min): BF096953.D (-461) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 LA SRR AR
440 4.60 4.80 5.00
el L0880 | "m/z 59.00 54.56%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L I L
59.0 440 460 480 500
m/z 101.10 14 .84%
880 00
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
59.0
440 4.60 480 500
5000 310 430 73.0 m/z 58.00 13.70%
51.0 84.0 101.0
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #8344: 3-Hexanol, 4-methyl- B e R
59.0 440 460 4.80 5.00
m/z 41.10 9.10%
5000 41.0
31.0
69.0 87.0
15.0 ‘ mow ‘ 98.0
mz-> 10 20 30 ' % 60 70 8 0 100 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096953.D

Aca On 21 Jul 2017 19:31

Operator : SJ/JU

Sample : 14352-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.33 Concentration Rank 1

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

6.33 86.48 ng 2706180 1,4-Dichlorobenzene-d4 6.56
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 738 (6.328 min): BF096953.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.1
21 o1 55k o ok
: e B m/z 68.10 42 .19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SN R LA
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 32.94%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 6.40 6.60
5000 m/z 66.00 27 .31%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R N RERAEEEREE eSS
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.46%
74.0
5000 98.0 116.0
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘u“| |‘H||||:!-5|8|.0|||||]:8|9.|0| R e AR RS
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096953.D

Aca On 21 Jul 2017 19:31

Operator : SJ/JU

Sample : 14352-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.50 3.22 ng 100213 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Triacontane 422 C30H62 000638-68-6 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 1447 (10.498 min): BF096953.D (-1445) (-) m/z 57.05 100.00%
57.0
5000
1111 10,20 10,40 10.60 10.80
o o o LR I e S m/z 43.10 80.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57.0
5000 AR AL DL BN SR
mmmmmmmm
m/z 71.05 48.73%
L |“¥130 169.0 226.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T T T
10.20 10.40 10.60 10.80
5000 m/z 41.00 38.98%

113.0 1690 225 o 281. o 337.0 393.0 463.0 561.0 615.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane R B B

57.0 10.20 10.40 10.60 10.80

m/z 85.05 31.80%
5000
13.0
|, 169. 0‘2250 281. 0 337.0 422 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096953.D

Aca On 21 Jul 2017 19:31

Operator : SJ/JU

Sample : 14352-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.55 8.04 ng 309220 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
5 1-Octadecanol 270 C18H380 000112-92-5 91

Abundance Scan 1966 (13.551 min): BF096953.D (-1962) (-) m/z 57.05 100.00%

57.0
83.0
5000

13.20 13.40 13.60 13.80
m/z 55.00 95.01%

. 139.1 167.2 194.1 221.1
S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene

a1
a1
o

97.0

5000 RS AR RER e
290 1320 1340 13.60 13.80
' 0
195.0 m/z 43.10 91.19%
I \“ 153.0 181.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55,0 83.0
e o
13.20 13.40 13.60 13.80
5000 111.0 m/z 83.05 73.67%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

mmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol AR B e
550 83.0 13.20 13.40 13.60 13.80
m/z 97.05 67.26%

i
i

5000

29.0

I 167.0 196.0  238.0 266.0 294.0
rrrpethrhed A bt

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13.60 13.80

)
|

139.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096953.D

Aca On 21 Jul 2017 19:31

Operator : SJ/JU

Sample : 14352-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.19 3.26 ng 125272 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 90
Abundance Scan 2075 (14.192 min): BF096953.D (-2070) (-) 57.05 100.00%
57.0
5000 . M\AJ\/M
392 2080 2671 13.80 14.00 14.20 14.40 14.60
m/z 43.05 77 .52%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 R UM BRI BRI B
13.80 14.00 14.20 14.40 14.60
m/z 55.00  70.95%
L ’ \‘ ‘ h L m y 48102220 2640 3060 378.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 U BRI BSURA
13.80 14.00 14.20 14.40 14.60
5000 m/z 83.05 59.85%
0 280.0
182.0 224.0 Y 3250 476.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1 B B E e
57.0 97.0 13.80 14.00 14.20 14.40 14.60
m/z 69.05 56.57%
5000
39.0
190 | 1 ‘ N % I, 18102220 2640 3080
m/z--> 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40 14.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BFO072117\
BF096953.D

21

Jul 2017 19:31

SJ/JU
14352-03

18

Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.33
Hexadecane
1-Docosene
1-Heptacosanol

8270-BF071317.M Mon Jul 24 15:43:13 2017

4.72 18.6 ng
6.33 86.5 ng
10.50 3.2 ng
13.55 8.0 ng
14.19 3.3 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

582472
2706180
100213
309220
125272

|--Internal Standard---|

| # RT Resp Conc]
1 6.56 625819 20.0
1 6.56 625819 20.0
4 11.06 622106 20.0
5 13.69 769106 20.0
5 13.69 769106 20.0
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