LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121417\
Data File : BF101427.D

Aca On : 15 Dec 2017 6:58

Operator : SJ/JU

Sample : 16828-03

Misc :

ALS Vial : 30 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-BF121417.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 2.110 3 4 54 rvB2 265019 988442 19.33% 2.417%
2 5.057 501 505 520 rBV 275119 498880 9.75% 1.220%
3 5.446 566 571 605 rBY 3920188 4819584 94.23% 11.783%
4 6.457 738 743 761 rBVY 3640764 5114477 100.00% 12.504%
5 6.587 761 765 769 rBVY 3915376 4400986 86.05% 10.760%
6 6.816 800 804 812 rBVY 1195636 1087286 21.26% 2.658%
7 6.969 826 830 846 rBVY 3354010 3409270 66.66% 8.335%
8 7.387 896 901 904 rBVY 2848653 3011324 58.88% 7.362%
9 8.098 1018 1022 1042 rVB 1396619 1502508 29.38% 3.673%
10 9.169 1199 1204 1214 rBvV 3736731 4014166 78.49% 9.814%
11 9.239 1214 1216 1220 rVB 72983 62952 1.23% 0.154%
12 9.569 1266 1272 1278 rBV 334054 390018 7.63% 0.954%
13 9.716 1293 1297 1300 rBV 62008 59238 1.16% 0.145%

14 9.769 1303 1306 1310 rVvVv 186863 161952 3.17% 0.396%
15 9.851 1316 1320 1330 rVB2 1556806 1452604 28.40% 3.551%

16 10.269 1388 1391 1395 rVB 232853 171828 3.36% 0.420%
17 10.486 1423 1428 1431 rBV 55579 72936 1.43% 0.178%
18 10.645 1451 1455 1469 rBV 2135459 2486247 48.61% 6.079%
19 10.745 1469 1472 1477 rVV 163984 167086 3.27% 0.409%

20 11.192 1545 1548 1551 rBV 82162 70865 1.39% 0.173%
21 11.345 1570 1574 1582 rBV 1484876 1452599 28.40% 3.551%
22 12.563 1778 1781 1787 rBV 56758 63001 1.23% 0.154%
23 12.792 1817 1820 1826 rVB 54060 68854 1.35% 0.168%

24 12.927 1839 1843 1847 rBV 3174442 3240742 63.36% 7.923%
25 13.810 1990 1993 2000 rBV 205632 278570 5.45% 0.681%

26 13.992 2020 2024 2034 rBV 1005799 1026811 20.08% 2.510%
27 15.463 2270 2274 2282 rVB 630209 828471 16.20% 2.026%

Sum of corrected areas: 40901697
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101427.D

Aca On : 15 Dec 2017 6:58

Operator : SJ/JU

Sample : 16828-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_.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: BF101427.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101427.D

Aca On : 15 Dec 2017 6:58

Operator : SJ/JU

Sample : 16828-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.11 18.18 ng 988442 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 N-EthvIiformamide 73 C3H7NO 000627-45-2 9
3 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 4 (2.110 min): BF101427.D (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
220 2.30 2.40 2.50
O it ol O Tm/z  43.00  43.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 N RS AR AR R
430 550 220 2.30 240 250
87.0 m/z 87.10 24 .25%
27.0 ‘
0'”I”'W"Mu“'hhm'l“'W'“'HJ'W'”'P'}P¥9'P"W'”'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
30.0
3.0 RSN RS UL R AR
220 2.30 2.40 2.50
5000 m/z 55.00 22 .33%
440 58.0
18.0
G R RN RN AR RAARA RARRS RAARS RRRRA RN LRSS RS REARN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone A EEE e EEEREEES e
73.0 220 2.30 2.40 2.50
43.0 m/z 71.10 11.52%
5000 55.0
31.0
o ULl B0 1020 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101427.D

Aca On : 15 Dec 2017 6:58

Operator : SJ/JU

Sample : 16828-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.06 9.18 ng 498880 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 505 (5.057 min): BF101427.D (-501) (-) m/z 43.00 100.00%
43.0
59.1 ﬁ\_
5000
1011 ko 550 8% 840
ot 8O 2070 o910 53.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 5.00 5.20 5.40
59.0 m/z 101.10 16.62%
270 “ g3 1010
0: |“|H||Hi||‘|||||‘||||‘||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 14 .90%
41.0
101.0
26.0 86.0
S T S L LS UL B LS B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.45%
5000 41.0
o Il 126.0142,0 o WL
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101427.D

Aca On : 15 Dec 2017 6:58

Operator : SJ/JU

Sample : 16828-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.59 Concentration Rank 1

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

6.59 80.95 ng 4400990 1,4-Dichlorobenzene-d4 6.82
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 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 766 (6.593 min): BF101427.D (-761) (-) m/z 132.10 100.00%
130.1
5000 68.0
%00 B o S0 ok G0 k0 700
01 e S m/z 68.05 40.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 L
5000 AR AR RN R L
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.76%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.82%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A o B B
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.73%
74.0
5000 98.0 116.0
0 |||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101427.D

Aca On : 15 Dec 2017 6:58

Operator : SJ/JU

Sample : 16828-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 8

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

9.77 2.23 ng 161952 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 64
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64

Abundance Scan 1306 (9.769 min): BF101427.D (-1303) (-) m/z 57.05 100.00%
5%.0
5000 85.0
39 ‘ 113.0 9.40 9.60 9.80 10.00
0...,....',':..| el e A M/Z 43.05  74.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 SN RN AR
85.0 9.40 9.60 9.80 10.00
20.0 : m/z 71.05 55.63%
0 ‘ “ Il ‘ , 113.0 1410 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
9.40 9.60 9.80 10.00
0
5000 g5.0 m/z 85.05 35.56%
29.0
o 113.0 1410 1690 212.0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #59880: Tetradecane
57.0 9.40 9.60 9.80 10.00
m/z 41.10 33.95%
5000 85.0
29.0
. | I | 1130 1410 1690 198.0
m/z--> ' ' éo éo 160 150 140 160 180 260 250 940 9%0 980 1050 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101427.D

Aca On : 15 Dec 2017 6:58

Operator : SJ/JU

Sample : 16828-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.30 ng 167086 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1473 (10.751 min): BF101427.D (-1469) (-) m/z 57.10 100.00%
57.1
5000
99.1 10,40 10.60 10.80 11.00
.2183.1
0...'.\,‘.'I.'.'.'ll.".“'..15,4.2'..'.,.... e m/z 71.05  64.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 IUAUNSSUNABE SRR
10.40 10.60 10.80 11.00
99.0 m/z 43.10 61.48%
zmo) | ||| | 1910 1830 2250 267.02960
m/z--> 55 160 150 260 250 360 3éo
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 34.01%
0 27.0 990 1410 1830 226.0
m/z--> 55 160 1éo 200 250 360 3éo
Abundance #202662: Heptacosane P T T T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.49%
5000
27.0 9.0 1410
ol 2oL L | Ty, 1410 1830 2250 2670 3230 3800 At et
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

8270-BF121417_.M Fri Dec 15 16:20:38 2017 Page: 7



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101427.D

Aca On : 15 Dec 2017 6:58

Operator : SJ/JU

Sample : 16828-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 5.43 ng 278570 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Cvclotridecane 182 C13H26 000295-02-3 93
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 1993 (13.810 min): BF101427.D (-1990) (-) m/z 57.10 100.00%

57.1 83.1

3

139.1 1801 217.1 2611 13.40 13.60 13.80 14.00 14.20
0 m/z 43.10 91.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55.0

5000 TT T T[T T I T [T T T T[T T TT[TT
Bmmmwmmmmm
9.0 m/z 55.00 87.25%
0 5ol 167.0 196.0 224.0 252.0 280.0 308.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0
R R R R
69.0 13.40 13.60 13.80 14.00 14.20
5000 97.0 m/z 83.10 85.62%
1250 1, 5 182.0

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

Abundance #194133: Dichloroacetic acid, heptadecy! ester L A
13.40 13.60 13.80 14.00 14.20
m/z 97.10 69.88%

HH

5000 111.0

is

29.0

139.0 1680  210.0 238.0 266.0 295.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20

8270-BF121417 .M Fri Dec 15 16:20:39 2017 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF121417\
Data File : BF101427.D

Acq On : 15 Dec 2017 6:58

Operator : SJ/JU

Sample - 16828-03

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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]
Butane, 2-methoxy... 2.11 18.2 ng 988442 1 6.82 1087290 20.0
2-Pentanone, 4-hy... 5.06 9.2 ng 498880 1 6.82 1087290 20.0
unknown6 .59 6.59 81.0 ng 4400990 1 6.82 1087290 20.0
Hexadecane 9.77 2.2 ng 161952 3 9.85 1452600 20.0
Heneicosane 10.75 2.3 ng 167086 4 11.35 1452600 20.0
Behenic alcohol 13.81 5.4 ng 278570 5 13.99 1026810 20.0
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