LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103783.D

Aca On - 20 Mar 2018 3:38 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

agmple : J1954-10 0351&ﬂD8$4LS
isc :

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-BF031518.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 2.299 30 36 43 rVB 325024 439154 9.80% 1.580%
2 5.198 525 529 537 rVB 105471 111760 2.50% 0.402%
3 5.587 591 595 599 rBY 1603970 1397850 31.21% 5.030%
4 5.916 647 651 657 rBV 118926 102595 2.29% 0.369%
5 6.581 760 764 768 rBVY 1025823 904276 20.19% 3.254%
6 6.739 786 791 794 rBVY 2811148 2487677 55.54% 8.952%
7 6.969 827 830 834 rBVY 1043233 855878 19.11% 3.080%
8 7.128 853 857 860 rBY 3282434 3073125 68.61% 11.059%
9 7.533 920 926 929 rBVY 2418448 2713035 60.57% 9.763%
10 8.251 1044 1048 1052 rBV 1342642 1138208 25.41% 4.096%

11 9.327 1226 1231 1234 rBV 4294665 4478984 100.00% 16.119%
12 9.716 1293 1297 1300 rBV 167848 132834 2.97% 0.478%

13 9.927 1328 1333 1336 rBvV 70020 56631 1.26% 0.204%
14 10.010 1344 1347 1351 rVB 1351448 1188263 26.53% 4._.276%
15 10.427 1416 1418 1421 rVB 110608 77553 1.73% 0.279%

16 10.804 1478 1482 1485 rBV 2040210 1799745 40.18% 6.477%
17 10.904 1495 1499 1504 rVB 101817 107634 2.40% 0.387%

18 11.351 1572 1575 1578 rBV 80749 67788 1.51% 0.244%
19 11.504 1597 1601 1604 rBV 1283549 1045005 23.33% 3.761%
20 11.780 1645 1648 1651 rBV 60698 47423 1.06% 0.171%
21 11.880 1662 1665 1668 rVB 67865 49988 1.12% 0.180%
22 12.568 1779 1782 1784 rBV2 119090 109805 2.45% 0.395%
23 12.586 1784 1785 1794 rVB3 90157 79611 1.78% 0.286%

24 13.098 1866 1872 1875 rBV 3267690 3599623 80.37% 12.954%
25 13.974 2017 2021 2034 rBV 169307 187377 4.18% 0.674%

26 14.157 2048 2052 2055 rBV 847105 825169 18.42% 2.970%
27 15.692 2307 2313 2322 rBV2 561968 710543 15.86% 2.557%

Sum of corrected areas: 27787534
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031918\
Data File : BF103783.D

Aca On - 20 Mar 2018 3:38

Operator : JU/SJ

Sample : J1954-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031518.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: BF103783.D
4000000
7.13

3000000 6.74
7.53

2000000
5.59
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1000000 6.58
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e -

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF103783.D
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Abundance TIC: BF103783.D
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3000000

2000000

1000000 14.16
15.69

s e A A L L A e e S

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103783.D

Aca On : 20 Mar 2018 3:38

Operator : JU/SJ

Sample : J1954-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

2.30 10.26 ng 439154 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 36 (2.299 min): BF103783.D (-30) (-) m/z 73.10 100.00%
3
5000
43 - g7 A U
220 240 260
o..,....,...3.3,|:.'..5,0..|..,..??,'.:..,....,....,...., m/z 42.95 32.96%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA AL L
43 220 240  2.60
55 87 m/z 87.10 25.26%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
220 240 260
5000 43 m/z 55.00 23.35%
58
S L S UL LIS SR AL IS FU LI LB
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- T
7B 220 240  2.60
m/z 41.00 10.71%
5000
45
29
o . 39| 50 67 |, 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103783.D

Aca On : 20 Mar 2018 3:38

Operator : JU/SJ

Sample : J1954-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 5

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

5.20 2.61 ng 111760 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 529 (5.198 min): BF103783.D (-525) (-) m/z 43.00 100.00%
43
59
5000
101
83 480 5.00 520 5.40 5.60
0 ...,....','...~:~|,....,-....-,....,....,....,....,....,?97.. m/z 59.00 58.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS S LR
480 5.00 520 5.40 5.60
m/z 101.00 24 _37%
31 ‘ g3 101
O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540 560
5000 m/z 58.00 18.62%
a1 43 gy 101
15 71
e S S I SR L L S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40911: 1,8-Nonanediol, 8-methy!l- T R L
59 480 5.00 520 5.40 5.60
m/z 41.00 8.84%
5000
43
0 ‘\ MH‘ Z\l 8\3 98 123 141 159
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103783.D

Aca On : 20 Mar 2018 3:38

Operator : JU/SJ

Sample : J1954-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Ethanol, 2-butoxy- Concentration Rank 6

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

5.92 2.40 ng 102595 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 n-Butvl ether 130 C8H180 000142-96-1 37
3 Propane. 1-(chloromethoxv)-2-met... 122 C5H11CI0 034180-11-5 37
4 Propanoic acid. 2-methvipropvl e... 130 C7H1402 000540-42-1 32
5 1,3-Propanediol, 2-methyl-, dipr... 202 C10H1804 054932-83-1 23

Abundance Scan 652 (5.922 min): BF103783.D (-647) (-) m/z 57.10 100.00%
57
5000 45
s | 560 580 600 620
0....,....',":..'!,..'.'.,.|...1?9...,....,....,....,....,2.0.7.. m/z 45.00 37.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8820: Ethanol, 2-butoxy-
57
5000 29 45 T e T AT
5.60 5.80 6.00 6.20
87 m/z 41.00 33.98%
o Ml A F 0 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
560 580 600 620
5000 m/z 87.00 21.87%
29 g
87
0 15 73 101 115 130
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9771: Propane, 1-(chloromethoxy)-2-methyl- B
57 5.60 5.80 6.00 6.20
m/z 56.10 9.74%
87
5000
41
2\9 \‘\ il 73
G L L I S L S S B S S I NARRE SRS VRS RN
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103783.D

Aca On : 20 Mar 2018 3:38

Operator : JU/SJ

Sample : J1954-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.74 Concentration Rank 2

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

6.74 58.13 ng 2487680 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF103783.D (-786) (-) m/z 132.00 100.00%
132
5000 68
% 6.40 6.60 6.80 7.00
40 54 . . .
0 & ne A9 m/z 68.10  38.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 DU SRR A SRR
a1 o7 6.40 6.60 6.80 7.00
53 0 117 m/z 134.00 33.15%
0 R e e L R e et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
69 o 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .26%
31 51
S S S I SR L LA S L SN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole E Emma s e R AR
132 6.40 6.60 6.80 7.00
m/z 96.00 15.07%
5000
104
14 27 39 S1 6\6 T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103783.D

Aca On : 20 Mar 2018 3:38

Operator : JU/SJ

Sample : J1954-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.06 ng 107634 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 64
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 59
5 Tridecane 184 C13H28 000629-50-5 58
Abundance Scan 1498 (10.898 min): BF103783.D (-1495) (-) m/z 57.10 100.00%
57
5000 85
4
113 141 10.60 10.80 11.00 11.20
0....,....-,":..-],.-. 207 m/z 71.10 71.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57
5000 85 AR DL R N B
4 10.60 10.80 11.00 11.20
m/z 43.05 70.30%
0 2% ‘ A A :\!-3 n 141 169 198
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 250 2éo 2§o 300
Abundance
57
10,60 10.80 11.00 11.20
5000 a 85 m/z 85.05 44 .13%
ol 15 U3 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane L L L L L B BB
57 10.60 10.80 11.00 11.20
m/z 41.00 30.33%
85
5000 4
0 ‘ \ 1s 141 169 197212 240
m/z--> 25 Jo 60 éo 160 150 150 1éo 180 200 220 240 260 2§o 300 1060 1080 1100 1120

8270-BF031518.M Tue Mar 20 14:47:21 2018 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103783.D

Aca On : 20 Mar 2018 3:38

Operator : JU/SJ

Sample : J1954-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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-Chloroethyl linoleate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.10 ng 109805 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 87
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002566-97-4 76
3 1l1l.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 70
4 7-Hexadecvne 222 C16H30 074685-28-2 64
5 Endo-tricyclo[5.2.1.0(2.6)]decane 136 C10H16 1000215-28-8 60
Abundance Scan 1782 (12.568 min): BF103783.D (-1779) (-) m/z 66.95 100.00%
67
41 95
5000

12.20 12.40 12.60 12.80
m/z 80.95 92.81%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethyl linoleate

12.I20 12.I4O 12!60 12.I80
m/z 55.00 62.89%

5000

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41 67
e B A
12.20 12.40 12.60 12.80
5000 95 m/z 95.05 58.63%
. 123 149 178 262 294
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #162983: 11,14-Eicosadienoic acid, methy! ester L B A B e
a1 o 12.20 12.40 12.60 12.80

m/z 41.00 54 .56%

5000

I T T I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103783.D

Aca On : 20 Mar 2018 3:38

Operator : JU/SJ

Sample : J1954-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.54 ng 187377 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2020 (13.968 min): BF103783.D (-2017) (-) m/z 57.05 100.00%

57 83

5000

:

13.60 13.80 14.00 14.20
m/z 83.05 95.69%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1

55 83

5

5000 LA L L L L LB L
13.60 13.80 14.00 14.20
- m/z 97.05 87.68%
6
0 Il 182 210 238 266
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
T T T T e T
13.60 13.80 14.00 14.20
5000 111 m/z 55.05 87.11%
29

139 167182 210 233 266 204

Hr

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol e e e

55 13.60 13.80 14.00 14.20

m/z 43.10 83.03%
5000
29 139
oL i 167182 210 238 264280 308

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
Data File : BF103783.D

Acq On : 20 Mar 2018 3:38

Operator : JU/SJ

Sample : J1954-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.30 10.3 ng 439154 1 6.97 855878 20.0
2-Pentanone, 4-hy... 5.20 2.6 ng 111760 1 6.97 855878 20.0
Ethanol, 2-butoxy- 5.92 2.4 ng 102595 1 6.97 855878 20.0
unknown6 .74 6.74 58.1 ng 2487680 1 6.97 855878 20.0
Tetradecane 10.90 2.1 ng 107634 4 11.50 1045010 20.0
2-Chloroethyl lin... 12.57 2.1 ng 109805 4 11.50 1045010 20.0
n-Nonadecanol-1 13.97 4.5 ng 187377 5 14.16 825169 20.0
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