LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO083019\

Data File : BF116674.D

Aca On : 31 Aug 2019 2:25 Instrument :
Operator : HP/JU BNA_F

Sample - K4516-07 ClientSampleld :
Misc - T1-S-B1-B4

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083019.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 5.463 568 574 577 rBVY 2482297 2421425 84.85% 9.130%
2 6.475 740 746 750 rBVY 2716333 2751106 96.40% 10.374%
3 6.616 765 770 773 rBVY 2965283 2665554 93.40% 10.051%
4 6.681 776 781 785 rvv2 42707 49335 1.73% 0.186%
5 6.845 805 809 812 rBV 836734 641019 22.46% 2.417%
6 7.004 832 836 839 rBVY 2506909 2023530 70.91% 7.630%
7 7.404 899 904 907 rBVY 1962750 1715413 60.11% 6.468%
8 7.698 952 954 958 rVB 57405 47551 1.67% 0.179%
9 8.128 1023 1027 1030 rBvY 1043756 852314 29.87% 3.214%
10 8.339 1061 1063 1066 rVB 54713 43669 1.53% 0.165%
11 8.398 1071 1073 1077 rBV 65713 53336 1.87% 0.201%

12 9.204 1205 1210 1213 rBV 3221341 2853832 100.00% 10.761%
13 9.592 1272 1276 1279 rBV 257691 220087 7.71% 0.830%
14 9.739 1296 1301 1304 rBV 31501 34351 1.20% 0.130%
15 9.880 1321 1325 1328 rVB 1098934 966496 33.87% 3.644%

16 10.663 1454 1458 1462 rBV 1869256 1694555 59.38% 6.390%
17 11.357 1572 1576 1579 rBV 1031081 995915 34.90% 3.755%
18 11.380 1579 1580 1583 rVV 161196 107322 3.76% 0.405%

19 11.433 1583 1589 1592 rVB2 41456 47410 1.66% 0.179%
20 11.857 1658 1661 1663 rBV 31909 33691 1.18% 0.127%
21 11.892 1663 1667 1670 rBV 436678 407516 14.28% 1.537%
22 11.968 1677 1680 1683 rBV 53242 53014 1.86% 0.200%
23 12.404 1752 1754 1758 rBV3 30413 35944 1.26% 0.136%
24 12.492 1766 1769 1773 rBvV4 26494 36543 1.28% 0.138%

25 12.568 1778 1782 1785 rBV 387727 336055 11.78% 1.267%

26 12.668 1796 1799 1805 rBV2 134994 180863 6.34% 0.682%
27 12.798 1815 1821 1824 rBV 301467 331386 11.61% 1.250%

28 12.845 1827 1829 1835 rVB5 31480 41938 1.47% 0.158%
29 12.945 1842 1846 1849 rBV 2802432 2563962 89.84% 9.668%
30 13.121 1874 1876 1879 rVB 49518 43580 1.53% 0.164%
31 13.186 1884 1887 1890 rVVv2 42357 53123 1.86% 0.200%

32 13.839 1994 1998 2006 rBV2 489905 653639 22.90% 2.465%
33 13.992 2019 2024 2026 rBV2 819234 897240 31.44% 3.383%
34 14.015 2026 2028 2032 rVB 147037 125415 4_.39% 0.473%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083019\
Data File : BF116674.D

Aca On : 31 Aug 2019 2:25

Operator : HP/JU

Sample : K4516-07

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.451 2268 2272 2275 rVB 467374 542136 19.00% 2.044%

Sum of corrected areas: 26520265
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\

BF116674.D

31 Aug 2019 2:25

HP/JU

K4516-07

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116674.D

Aca On : 31 Aug 2019 2:25

Operator : HP/JU

Sample : K4516-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 83.17 ng 2665550 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF116674.D (-765) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 AR RAREE AN AN
400 54.0 6.20 6.40 6.60 6.80 7.00
0 gL0 e — m/z 68.10 34.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR LR UL LR

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.83%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
T BRam B )
74.0 6.20 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.00 21.94%
b M o L | a0 amo
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T Biaa e L )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 13.75%
5000 67.0
41.0 97.0
‘ 117.0
ok “ SLO“‘ “F —— RN R mme mant
m/z--> 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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116674.D

Aca On : 31 Aug 2019 2:25

Operator : HP/JU

Sample : K4516-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.89 8.18 ng 407516 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 38

Abundance Scan 1667 (11.892 min): BF116674.D (-1663) (-) m/z 73.00 100.00%

73.0

5000 1291

SN
w
o

97.1 L e s e o
uu 157.1 19212132 256.3 11.60 11.80 12.00 12.20
o] m/z 43.05 71.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41/0
5000 129.0

11. 60 11. 80 12. 00 12 20
60 || M/z 60.00 71.17%

157.0 1850 213.0

ey

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

Abundance #72646: Tridecanoic acid
430 | 739
R N ERREE e
11.60 11.80 12.00 12.20
5000 m/z 55.10 58.45%
129.0 171.0 214.0
L LBz | s’
o O W G - - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid e
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.05 57.81%
5000 129.0

%

o

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116674.D

Aca On : 31 Aug 2019 2:25

Operator : HP/JU

Sample : K4516-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.67 3.63 ng 180863 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 1799 (12.668 min): BF116674.D (-1796) (-) m/z 73.00 100.00%

L

159.0181.1 12. 40 12. 60 12. 80 13. 00
0 m/z 43.10 88.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131260: Octadecanoic acid
43.0 73.0

5000 L e

5000

129.0 284.0 12.40 12.60 12.80 13.00
' 0
97.0 185.0 241.0 m/z 60.00 77 .25%
0 157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid

43.0  73.0

12.40 12.60 12.80 13.00
5000 256.0 m/z 57.05 69.11%

213.0
157.0 185.0

0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R EEEEE RS

73.0 12.40 12.60 12.80 13.00

43.0 m/z 41.00 65.60%
5000 129.0
185.0 228.0
‘ ‘ 97.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116674.D

Aca On : 31 Aug 2019 2:25

Operator : HP/JU

Sample : K4516-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 14.57 ng 653639 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 1998 (13.839 min): BF116674.D (-1994) (-) m/z 83.10 100.00%
57.1 83.1
5000 ““,bd,W,_wwmk,hﬂtwﬂvv,-~»v«~”~
HREURA UL SR BRI SR
139.1 230.1 13.60 13.80 14.00 14.20
Olrrrprrretedh 1081 A0l 2582 3032 33831 075710 93.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
54.0 83.0
5000 HRIURA AU SRR BRI SR
13.60 13.80 14.00 14.20
29.0 m/z 97.05 92.51%
N 1390 16801960  238.0266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
550 83.0
" 13.60 13.80 14.00 14.20
5000 m/z 55.05 90.65%
29.0
Lo ” 13901670 106.0 224.0 252.0 280.0308.0 A/\Mj\w\
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol b RREmE EE e
55.0 83.0 13.60 13.80 14.00 14.20
m/z 69.05 90.13%
o WLA
29.0
ol b ” 1390 167.0 106.0  238.0266.0204.0
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.I 60 13.I80 14.'00 14.I 20

8270-BF083019.M Tue Sep 03 01:51:12 2019 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
Data File : BF116674.D

Acq On : 31 Aug 2019 2:25

Operator : HP/JU

Sample : K4516-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .62 6.62 83.2 ng 2665550 1 6.85 641019 20.0
n-Hexadecanoic acid 11.89 8.2 ng 407516 4 11.36 995915 20.0
Octadecanoic acid 12.67 3.6 ng 180863 4 11.36 995915 20.0
n-Nonadecanol-1 13.84 14.6 ng 653639 5 13.99 897240 20.0
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