LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102688.D

Aca On : 1 Feb 2018 16:11

Operator : SJ/JU

3?22'6 ; J1405-01 TP-03(6-WATERLINE-BOTTOM@6
ALS Vial : 5 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-BF012218.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 4.916 476 481 489 rBvV2 36055 73962 2.18% 0.230%
2 5.340 549 553 588 rBY 1201786 3120593 91.98% 9.691%
3 6.375 725 729 743 rBVY 1750965 3128903 92.22% 9.717%
4 6.481 743 747 769 rVB 2424431 3392690 100.00% 10.536%
5 6.698 780 784 800 rVB 723320 864673 25.49% 2.685%
6 6.851 806 810 831 rBVY 2109868 2387989 70.39% 7.416%
7 7.269 877 881 898 rBY 1566075 1992659 58.73% 6.188%
8 7.981 998 1002 1020 rBVY 1077805 1206847 35.57% 3.748%
9 9.057 1180 1185 1194 rBV 3084948 3243713 95.61% 10.073%
10 9.457 1246 1253 1259 rBV 244643 286920 8.46% 0.891%
11 9.651 1283 1286 1290 rBV 82230 74522 2.20% 0.231%
12 9.733 1296 1300 1308 rVvB 1375340 1319428 38.89% 4_.097%
13 10.127 1364 1367 1369 rBvV 49365 48460 1.43% 0.150%
14 10.151 1369 1371 1374 rVB 142916 116047 3.42% 0.360%
15 10.369 1403 1408 1411 rBvV 74242 83900 2.47% 0.261%

16 10.533 1431 1436 1448 rBV 1822680 2087902 61.54% 6.484%
17 10.627 1448 1452 1459 rVB 164084 238044 7.02% 0.739%
18 11.074 1524 1528 1530 rBV 111815 109395 3.22% 0.340%
19 11.098 1530 1532 1538 rVB2 91218 98331 2.90% 0.305%
20 11.221 1549 1553 1563 rBV 1412204 1390643 40.99% 4_.319%

21 11.498 1597 1600 1603 rVB 90560 71320 2.10% 0.221%
22 11.751 1638 1643 1649 rBV 414364 453580 13.37% 1.409%
23 11.904 1666 1669 1672 rVB2 61419 51724 1.52% 0.161%

24 12.439 1756 1760 1769 rBV 120348 166714 4.91% 0.518%
25 12.533 1773 1776 1784 rVV 90184 130618 3.85% 0.406%

26 12.668 1796 1799 1801 rBV 89863 81377 2.40% 0.253%
27 12.804 1818 1822 1827 rBV 3070474 2980988 87.87% 9.257%
28 13.280 1899 1903 1908 rBV3 75258 106254 3.13% 0.330%
29 13.357 1914 1916 1919 rVB3 45001 46214 1.36% 0.144%
30 13.686 1969 1972 1977 rBV 548042 542216 15.98% 1.684%

31 13.863 1998 2002 2014 rBV 1136837 1210595 35.68% 3.759%

32 14.598 2124 2127 2132 rBV 215880 228998 6.75% 0.711%
33 15.292 2241 2245 2254 rVB 636931 865178 25.50% 2.687%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102688.D

Aca On : 1 Feb 2018 16:11

Operator : SJ/JU

ﬁ?gg'e ; J1405-01 TP-03(6-WATERLINE-BOTTOM@6
ALS Vial : 5 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 32201397

8270-BF012218_.M Fri Feb 02 11:38:26 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102688.D

Aca On : 1 Feb 2018 16:11

Operator : SJ/JU

ﬁ?gg'e ; J1405-01 TP-03(6-WATERLINE-BOTTOM@6
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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: BF102688.D
3000000

2500000 6.48

6.85

2000000
6.37
7.27
1500000

5.34

1000000
6.70

500000

4.92

T e 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: BF102688.D

3000000 9,06 12180

2500000
2000000 10.53

1500000 9.73 11.22
7.98

1000000

500000

9.46
L J
o

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102688.D

3000000

2500000
2000000

1500000{ 1386

1000000 15.29
500000 14.60
e
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\BF020118\
Data File : BF102688.D

Aca On : 1 Feb 2018 16:11

Operator : SJ/JU

Sample = J1405-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 1 unknown6.48 Concentration Rank 1

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

6.48 78.47 ng 3392690 1,4-Dichlorobenzene-d4 6.70
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 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (6.481 min): BF102688.D (-743) (-) m/z 132.00 100.00%
5000 68 ﬁ\
0 % || 7w Fisus | “obo kb ab ek
o el {0 87 LSS N m/z 68.05 37.70%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.68%
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
620 640 6.60 6.80
5000 67 m/z 66.00 24.31%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 14 .58%
5000 og M° ﬁ\J\\¥
o ,\MI ,89%‘@97,\,\",,“, s 189 S AN A N
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\
Data File : BF102688.D

Aca On : 1 Feb 2018 16:11

Operator : SJ/JU

Sample = J1405-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.63 3.42 ng 238044 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1452 (10.627 min): BF102688.D (-1448) (-) m/z 57.05 100.00%
57
5000
85
113 10.40 10.60 10.80 11.00
ol J Aol e . m/z 71.10 64.61%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 R BRI U BN B
10.40 10.60 10.80 11.00
29 m/z 43.05 64 .38%
113
ol L h | |77 141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 300 3éo
Abundance
57
" 10,40 10.60 10.80 11.00
5000 m/z 85.10 33.43%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #141442: Heptadecane, 2,6,10,15—tetramethy|— LI N L L
57 10.40 10.60 10.80 11.00
m/z 41.00 30.00%
5000 85
0 L ’ I | ‘J1}3 141183 211 239 267 296
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 10.'40 10.I60 10.I80 11.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102688.D

Aca On : 1 Feb 2018 16:11

Operator : SJ/JU

ﬁ?gg'e ; J1405-01 TP-03(6-WATERLINE-BOTTOM@6
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 6.52 ng 453580 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1643 (11.751 min): BF102688.D (-1638) (-) m/z 73.00 100.00%
60 73
5000 129 J\
97 115 213 LA SUNSE BN SRR
143157171185 017 0 256 11.40 11.60 11.80 12.00
0 m/z 43.05 96.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LN U BB UL S B
nmnmnmnm
m/z 60.00 91.36%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.40 11.60 11.80 12.00
5000 129 m/z 57.05 76.24%
29 87 185
115 143 __171 228
oL1s 101 157 199212
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid A B
60 73 11.40 11.60 11.80 12.00
43 m/z 55.00 69.89%
129
5000 -
143157 214
0 I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\
Data File : BF102688.D

Aca On : 1 Feb 2018 16:11

Operator : SJ/JU

Sample = J1405-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 6 Behenic alcohol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.69 8.96 ng 542216 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1973 (13.692 min): BF102688.D (-1969) (-) m/z 57.10 100.00%
57 83
o T ﬂ&,——.JLM/\
SRR BRI SR B
3 139 180 299 13.40 13.60 13.80 14.00
0 L dR7 R0 205 202 280 m/z 55.05 97.44%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 LA L L L L LB
anmnmmm
m/z 83.10 91.33%
29 ‘ ‘139
oL Al | 1P 167 106 224 252 280 308
m/z--> §0 160 1%0 260 250 360 3%0
Abundance
55
o7 | 13.40 13.60 13.80 14.00
5000 m/z 43.05 88.89%
29
125
o 79 153 181 308
m/z--> §0 160 1%0 200 250 360 3%0
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R REREEmEm s
57 13.40 13.60 13.80 14.00
83 m/z 97.10 85.94%
5000 111
-1
oL T ]]80 gea182 210 o375 356
m/z--> §0 160 150 260 250 360 3%0 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102688.D

Aca On : 1 Feb 2018 16:11

Operator : SJ/JU

ﬁ?gg'e ; J1405-01 TP-03(6-WATERLINE-BOTTOM@6
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.60 5.29 ng 228998 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 86
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 62
4 7-Nonenamide 155 C9H17NO 090949-53-4 59
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 55

Abundance Scan 2127 (14.598 min): BF102688.D (-2124) (-) m/z 59.00 100.00%

9

—

5000
4
0 126 154 207 254 277294 14.20 14.40 14.60 14.80 15.00
0 182, 228 3203811 "m/z 72.00 60.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 LA IR L L L L  L L L L
14. 20 14. 40 14 60 14. 80 15. OO
41 m/z 55.00 48.11%
0 18 A “ H‘ \‘\ \H uly \\4 ;36154 184 220238 26428\1
P e P T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
R e R E e o R
14.20 14.40 14.60 14.80 15.00
5000 m/z 43.10 36.67%
41 86 WMW¢@MM¢MﬁMuMMmﬂMKM
114 142 170 195212 238255

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... e o
14.20 14.40 14.60 14.80 15.00

m/z 41.10 28 .38%

5000

I

83

111 141 170 196 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 20 14. 40 14 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020118\

Data File : BF102688.D

Acq On : 1 Feb 2018 16:11

Operator : SJ/JU

ﬁ?ggle ; J1405-01 TP-03(6-WATERLINE-BOTTOM@6
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
unknown6 .48 6.48 78.5 ng 3392690 1 6.70 864673 20.0
Tetracosane 10.63 3.4 ng 238044 4 11.22 1390640 20.0
n-Hexadecanoic acid 11.75 6.5 ng 453580 4 11.22 1390640 20.0
Behenic alcohol 13.69 9.0 ng 542216 5 13.86 1210600 20.0
9-Octadecenamide, ... 14.60 5.3 ng 228998 6 15.29 865178 20.0
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