LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102988.D

Aca On : 14 Feb 2018 14:42

Operator : SJ/JU

Sample : J1530-47

Misc :

ALS Vial : 13 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-BF020318.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 2.175 9 15 22 rVB 1004321 1371308 27.99% 3.498%
2 5.122 513 516 525 rVB 117013 165891 3.39% 0.423%
3 5.504 575 581 584 rBVY 4465077 4845230 98.89% 12.360%
4 6.510 746 752 767 rVB 3938634 4899499 100.00% 12.499%
5 6.651 770 776 779 rBV 4425059 4675777 95.43% 11.928%

6.875 810 814 818 rBV 1324002 1050000 21.43% 2.679%
7.034 836 841 844 rBV 3802264 3550178 72.46% 9.056%
7.440 905 910 913 rBV 2795515 3110838 63.49% 7.936%
8.157 1028 1032 1036 rBV 1579759 1345309 27.46% 3.432%
9.234 1210 1215 1218 rBV 4450075 4220936 86.15% 10.768%

=
QO ~NO®

11 9.622 1277 1281 1284 rBV 421247 343021 7.00% 0.875%
12 9.834 1314 1317 1321 rVB 181469 140726 2.87% 0.359%
13 9.916 1327 1331 1335 rBV 1382269 1268860 25.90% 3.237%
14 10.333 1399 1402 1405 rVB 199459 152378 3.11% 0.389%
15 10.551 1434 1439 1442 rBV 47806 66390 1.36% 0.169%

16 10.704 1461 1465 1468 rBV 2105254 1911389 39.01% 4_.876%
17 10.810 1480 1483 1492 rVB 135558 158194 3.23% 0.404%
18 10.957 1504 1508 1512 rVB 55983 57418 1.17% 0.146%
19 11.404 1580 1584 1587 rBV 1018617 964161 19.68% 2.460%
20 12.986 1848 1853 1856 rBV 2992909 2756263 56.26% 7.031%

21 13.863 1999 2002 2012 rBV 401165 425304 8.68% 1.085%
22 14.039 2028 2032 2036 rBvV 934814 867315 17.70% 2.213%

23 14.498 2107 2110 2115 rBV5 50405 65051 1.33% 0.166%
24 15.521 2279 2284 2294 rBV 581779 789140 16.11% 2.013%

Sum of corrected areas: 39200576
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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\BF021418\

BF102988.D

14 Feb 2018 14:42

SJ/JuU

J1530-47

13 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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\BF021418\
Data File : BF102988.D

Aca On : 14 Feb 2018 14:42

Operator : SJ/JU

Sample : J1530-47

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.18 26.12 ng 1371310 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 16 (2.181 min): BF102988.D (-9) (-) m/z 73.00 100.00%

73
5000 43
55 87

37|, 65 81 2.20 2.30 2.40 2.50 2.60
obrrrr e g S e | /243,000 42.25%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

2.20 2.30 2.40 2.50 2.60

43
55 87 m/z 55.00 32.05%
29
L35 \‘\ ‘ 67 || 80
e o o o e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73
a1 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 25.29%
29
15 67 97
S e B R . L LA
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- R m s e
73 220230240 2.50 2.60

m/z 40.95 13.70%

5000
43
2 15 2% 35 || 5359 g5 | 88

ot e e e e e B ARARENEEEEEEE Sy

m/z--> 0 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102988.D

Aca On : 14 Feb 2018 14:42

Operator : SJ/JU

Sample : J1530-47

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.12 3.16 ng 165891 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 516 (5.122 min): BF102988.D (-513) (-) m/z 43.00 100.00%
43
59
5000
1o T ok e T
83 : - : :
o..,....,....','::..??.!Ji....,....,.-...,...:,'....,....,....,....,...., m/z 59.00 61.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SR R LR
4.80 500 5.20 5.40
59 101 m/z 101.00 18.41%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59
480 5.00 520 540
5000 m/z 58.00 16.54%
41
ol 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e R
59 480 500 5.20 5.40
m/z 41.00 9.00%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102988.D

Aca On : 14 Feb 2018 14:42

Operator : SJ/JU

Sample : J1530-47

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 3 unknown6.65 Concentration Rank 1

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

6.65 89.06 ng 4675780 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102988.D (-770) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTTT T T T T T T T T T
40 54 | 75 104 6.40 6.60 6.80 7.00
0..,....,....,...:I'!.‘.‘Z,!!..?}:.'.l,..':.,..5.3.7,..!.,.'!..,.1.1.5.,....,-'...,.. m/z 68.00 39.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS R R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.38%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.11%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole T R Rmmsn

132 6.40 6.60 6.80 7.00
m/z 69.00 15.64%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o

8270-BF020318.M Thu Feb 15 10:41:15 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102988.D

Aca On : 14 Feb 2018 14:42

Operator : SJ/JU

Sample : J1530-47

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 8

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

9.83 2.22 ng 140726 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 1316 (9.828 min): BF102988.D (-1314) (-) m/z 57.00 100.00%
57
43
71
5000
85
99 9.60 9.80 10.00 10.20
113
Obrrrrrehb ol " WSO | Tm/z 43.00  72.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & UL A RN UL U
g5 9.60 9.80 10 00 10. 20
29 m/z 71.00 57.63%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 g5 m/z 41.00 32.95%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #48835: Tridecane R ma e e
43 97 9.60 9.80 10.00 10.20
m/z 85.05 30.77%
71
5000
85
29
das [ L] e
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102988.D

Aca On : 14 Feb 2018 14:42

Operator : SJ/JU

Sample : J1530-47

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 7 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.81 3.28 ng 158194 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Eilcosane 282 C20H42 000112-95-8 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 1483 (10.810 min): BF102988.D (-1480) (-) m/z 57.00 100.00%
57
43 71
5000

10.40 10.60 10.80 11.00 11.20

99
1183127141155 183

0 m/z 43.00 63.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100330: 2-Bromo dodecane
57
43 71
5000 85 TT T T[T T I T [T T T T[T T TT[TT
10. 40 10. 60 10 80 11. 00 11. 20
0
- 09, m/z 71.05  59.22%
13157 169
Y A S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIII
71 10.40 10.60 10.80 11.00 11.20
5000 m/z 85.10 35.58%
85
29

99
113127141155169183197211225239253 282

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105885: Octadecane R e e
57 10.40 10.60 10.80 11.00 11.20

43 - m/z 41.00 28.17%
5000 85
29 99 3
o Ll 113127141155160183197211205239 254

SRR Y M N P A s i e A R S A s i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102988.D

Aca On : 14 Feb 2018 14:42

Operator : SJ/JU

Sample : J1530-47

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 8 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 9.81 ng 425304 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 2002 (13.863 min): BF102988.D (-1999) (-) m/z 57.00 100.00%
57
| \’__/\’_\/L’
41
5000
139 13.60 13.80 14.00 14.20
Obrrr et 107182107 221 m/z 55.00 91.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55
97
5000 LN SIS B SULRL AU
29 anmmmmm
195 m/z 43.00 87.42%
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
' 13.60 13.80 14.00 14.20
5000 111 m/z 83.00 77 .14%
29

139 167182 210 238 266 294

ERE

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

Abundance #166292: Behenic alcohol s =l

55 13.60 13.80 14.00 14.20
m/z 69.00 68.71%
- ww~_JVHVMA~,NAx-m~,A¢AA¢N—

. ““ | 167182 210 238 264280 308

RaRmaaEEESE i A e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021418\
Data File : BF102988.D

Acq On : 14 Feb 2018 14:42

Operator : SJ/JU

Sample - J1530-47

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.18 26.1 ng 1371310 1 6.87 1050000 20.0
2-Pentanone, 4-hy... 5.12 3.2 ng 165891 1 6.87 1050000 20.0
unknown6 .65 6.65 89.1 ng 4675780 1 6.87 1050000 20.0
Hexadecane 9.83 2.2 ng 140726 3 9.92 1268860 20.0
2-Bromo dodecane 10.81 3.3 ng 158194 4 11.40 964161 20.0
1-Docosene 13.86 9.8 ng 425304 5 14.04 867315 20.0
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