LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097452.D

Aca On > 8 Aug 2017 2:45

Operator : SJ/JU

Sample = 14564-01

Misc :

ALS Vial : 26 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-BF072517.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 4.528 462 466 482 rBV 178042 284672 16.94% 1.906%
2 5.004 544 547 571 rBV 994069 1361715 81.05% 9.117%
3 6.081 727 730 744 rBVY 1506191 1680148 100.00% 11.249%
4 6.186 744 748 758 rVB 1493616 1575770 93.79% 10.550%
5 6.410 783 786 796 rBV 660095 610258 36.32% 4.086%
6 6.563 809 812 827 rBVY 1258972 1215414 72.34% 8.137%
7 6.981 880 883 902 rVB 1123283 1077399 64.13% 7.213%
8 7.145 908 911 921 rvB4 11757 18466 1.10% 0.124%
9 7.692 1001 1004 1017 rVB 911545 818088 48.69% 5.477%
10 8.769 1183 1187 1191 rBVY 1703366 1516287 90.25% 10.152%

11 9.175 1253 1256 1267 rBV 320174 300491 17.88% 2.012%
12 9.433 1297 1300 1309 rBV2 804252 724714 43.13% 4._.852%

13 9.892 1375 1378 1381 rVB 39797 30644 1.82% 0.205%
14 10.110 1410 1415 1418 rBV3 16566 20291 1.21% 0.136%
15 10.222 1431 1434 1446 rBvV 509479 508387 30.26% 3.404%
16 10.363 1453 1458 1467 rBV 45469 66432 3.95% 0.445%
17 10.804 1530 1533 1536 rBV 25217 22863 1.36% 0.153%
18 10.910 1547 1551 1561 rBV 580050 533182 31.73% 3.570%
19 11.227 1603 1605 1610 rVB2 18035 18977 1.13% 0.127%
20 11.468 1644 1646 1651 rBVZ2 24581 24873 1.48% 0.167%
21 12.339 1790 1794 1798 rBV2 74426 72235 4 _30% 0.484%
22 12.492 1816 1820 1823 rBV 1084846 998753 59.44% 6.687%
23 13.039 1910 1913 1916 rBV 47252 40814 2.43% 0.273%

24 13.433 1971 1980 1991 rBV6 47900 135901 8.09% 0.910%
25 13.533 1993 1997 2001 rBV 636528 612933 36.48% 4.104%

26 13.727 2027 2030 2035 rVB 15711 16939 1.01% 0.113%
27 13.927 2057 2064 2067 rBV6 9529 19036 1.13% 0.127%
28 14.027 2075 2081 2085 rBV3 16444 19762 1.18% 0.132%
29 14.321 2128 2131 2136 rVB2 18576 18668 1.11% 0.125%
30 14.604 2176 2179 2184 rBV 25411 29770 1.77% 0.199%
31 14.874 2220 2225 2229 rBV 368272 426961 25.41% 2.859%
32 14.909 2229 2231 2238 rVB 33888 40996 2.44% 0.274%
33 15.251 2285 2289 2292 rBV2 22991 28987 1.73% 0.194%
34 15.645 2353 2356 2361 rVB 25618 34581 2.06% 0.232%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097452.D

Aca On > 8 Aug 2017 2:45

Operator : SJ/JU

Sample = 14564-01

Misc :

ALS Vial : 26 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.098 2429 2433 2441 rBV7 14274 30723 1.83% 0.206%

Sum of corrected areas: 14936130
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF080717\

BF097452.D

8 Aug 2017  2:45

SJ/JuU

14564-01

26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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\BF080717\
Data File : BF097452.D

Aca On > 8 Aug 2017 2:45

Operator : SJ/JU

Sample : 14564-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.
4553 9.33ng 284672  1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 37

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 7
5 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 5
Abundance Scan 466 (4.528 min): BF097452.D (-462) (-) m/z 43.00 100.00%
43.0
5000 59.0 J\\_
o o Th aho ak 4B
-ttt m/z 59.00 49 _55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SRR R
59.0 420 440 460 480
0
15.0 a10 1010 m/z 101.10 14 .03%
0"'l“t'|“'WH“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
420 440 460 480
5000 57.0 m/z 58.00 14.02%
29.0 }k
101.0
78.0
L S UL I S SIS UL UL UL UL L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate T P
43.0 420 440 460 4.80
m/z 41.05 9.23%
5000
58.0
1?.0 27.0 X 72.0 109.0
m/z--> 1|0 2|O 3IO 4IO 5|O 6|O 7IO 8|0 9|0 1(|)0 11|0 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097452.D

Aca On > 8 Aug 2017 2:45

Operator : SJ/JU

Sample : 14564-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.19 Concentration Rank 1

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

6.19 51.64 ng 1575770 1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 749 (6.192 min): BF097452.D (-744) (-) m/z 132.00 100.00%
132.0
5000 8.1
40.0 540 9.1 580 6.00 620 6.40 6.60
0 B E e m/z 68.10 35.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RN LS IR I
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.52%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
580 6.00 620 6.40 6.60
5000 67.0 m/z 66.00 22.80%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.10 13.34%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l NS AV | G —
m/z--> 40 60 80 100 120 140 160 180 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097452.D

Aca On > 8 Aug 2017 2:45

Operator : SJ/JU

Sample : 14564-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.36 2.49 ng 66432 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Octadecane 254 C18H38 000593-45-3 86
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Eicosane 282 C20H42 000112-95-8 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1458 (10.363 min): BF097452.D (-1453) (-) m/z 57.05 100.00%
571.0
5000
85.1

10.00 10.20 10.40 10.60

113.1 141.1 169.1

o M) Y O e — m/z 43.05 80.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57.0
5000 LA L L L L L B
85.0 10.00 10.20 10.40 10.60
29.0 m/z 71.10 47 .78%
0 | \\ ‘\ \‘ i \1130 1410 1840
T P P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.10 32.48%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57.0 10.00 10.20 10.40 10.60
m/z 41.05 29.08%
5000 85.0
113.0 154.0
o ‘ Lo T L ,183.0 2110 239.0 2810

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097452.D

Aca On > 8 Aug 2017 2:45

Operator : SJ/JU

Sample : 14564-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl2.34 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.34 2.36 ng 72235 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 49
2 n-Butvl laurate 256 C16H3202 000106-18-3 47
3 Dodecanoic acid tert-butvl ester 256 C16H3202 007143-18-2 38
4 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 27
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 27
Abundance Scan 1794 (12.339 min): BF097452.D (-1790) (-) m/z 56.10 100.00%
56.1
202.1
5000

12.00 12.20 12.40 12.60

0 m/z 202.10 56.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
12.00 12.20 12.40 12.60
29.0 0
1200 2570 m/z 57.10 50.63%
ob 1 h\\ m ;O6Q‘ _157.0 185.0 213.0 | 2830 3120
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
12.00 12.20 12.40 12.60
5000 201.0 m/z 43.00 45.44%
29.0
83.0 129.0
o 157.0 227.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107592: Dodecanoic acid tert-butyl ester R e e
57.0 12.00 12.20 12.40 12.60
m/z 41.00 36.65%
5000
29.0 201.0
o J ‘ b 550 12001570 | | 241.0
,””P”,”“P”qnnpnq””.”.””..”.”.””.”qnupnw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097452.D

Aca On > 8 Aug 2017 2:45

Operator : SJ/JU

Sample : 14564-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.43 4.43 ng 135901 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
4 1-Docosene 308 C22H44 001599-67-3 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 1979 (13.427 min): BF097452.D (-1971) (-) m/z 57.05 100.00%
57.0
97.1
5000
125.0 oo 13120 1340 13.60 13,80
Okl - m/z 43.05 76.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000 111.0 RN SRR B LN BN
13.20 13.40 13.60 13.80
m/z 55.05 75.40%
29.0 139.0 1670
oLerrr NI .0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
"' 1320 13.40 13.60 13.80
5000 111.0 m/z 97.10 71.47%
29.0 139.0

o 167.0 195.0222.0 250.0 280.0308.0 336.0

mmmwﬂmﬁnmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191706: 2- Bromopropionic acid, pentadecy! ester

13.20 13.40 13.60 13.80
m/z 83.10 63.42%

5000

153.0 182.0208.0  255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
Data File : BF097452.D

Acq On > 8 Aug 2017 2:45

Operator : SJ/JU

Sample - 14564-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.53 9.3 ng 284672 1 6.41 610258 20.0
unknown6.19 6.19 51.6 ng 1575770 1 6.41 610258 20.0
Tridecane 10.36 2.5 ng 66432 4 10.91 533182 20.0
unknownl12 .34 12.34 2.4 ng 72235 5 13.53 612933 20.0
Behenic alcohol 13.43 4.4 ng 135901 5 13.53 612933 20.0
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