LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107748.D

Aca On 27 Jul 2018 16:20

Operator : JU/SJ

Sample : J4143-06 2X

Misc :

ALS Vial : 7 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-BF072018 .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 5.184 481 484 496 rBV 193609 236318 12.37% 1.145%
2 5.590 550 553 589 rBV 604038 1478817 77.41% 7.168%
3 6.595 721 724 744 rBV 737455 1584681 82.95% 7.681%
4 6.731 744 747 778 rVB 1241672 1910458 100.00% 9.260%
5 6.960 783 786 795 rBV 542471 820904 42.97% 3.979%
6 7.025 795 797 802 rVB 60961 66758 3.49% 0.324%
7 7.113 808 812 828 rBV 806174 1004287 52.57% 4 .868%
8 7.525 878 882 905 rBV 469798 1006873 52.70% 4 .880%
9 7.678 905 908 912 rVB3 15022 21049 1.10% 0.102%
10 8.242 1000 1004 1024 rBV 981345 1320771 69.13% 6.402%
11 9.313 1182 1186 1203 rBV 935520 1125386 58.91% 5.455%
12 9.478 1211 1214 1224 rBvVS8 13115 33277 1.74% 0.161%
13 9.707 1249 1253 1262 rBV 141295 147473 7.72% 0.715%
14 9.860 1276 1279 1284 rBV3 15787 23194 1.21% 0.112%
15 10.001 1299 1303 1318 rVB 1266943 1321146 69.15% 6.403%
16 10.201 1333 1337 1346 rvVB5 15025 39990 2.09% 0.194%
17 10.342 1353 1361 1364 rBV10 18123 50773 2.66% 0.246%
18 10.407 1368 1372 1376 rVB4 25300 37229 1.95% 0.180%
19 10.554 1395 1397 1403 rvB2 16323 19446 1.02% 0.094%
20 10.795 1434 1438 1451 rBV 744513 1025028 53.65% 4.968%
21 10.895 1452 1455 1458 rVB5 29666 38961 2.04% 0.189%
22 11.101 1486 1490 1492 rBV5 18019 23483 1.23% 0.114%
23 11.136 1492 1496 1500 rVvVv7 22393 30532 1.60% 0.148%
24 11.495 1553 1557 1560 rBV 992256 1104308 57.80% 5.352%
25 11.578 1568 1571 1579 rVB2 40339 67398 3.53% 0.327%
26 11.830 1611 1614 1617 rBV2 47791 57858 3.03% 0.280%
27 11.860 1617 1619 1624 rVB5 32469 31744 1.66% 0.154%
28 12.001 1640 1643 1654 rBV3 498733 719464 37 .66% 3.487%
29 12.107 1659 1661 1664 rBV2 40303 45047 2.36% 0.218%
30 12.166 1669 1671 1674 rBV2 28084 24348 1.27% 0.118%
31 12.554 1734 1737 1739 rBV3 68656 85383 4_47% 0.414%

32 12.713 1761 1764 1767 rBV 346347 366483 19.18% 1.776%
33 12.789 1774 1777 1782 rBV4 116665 131070 6.86% 0.635%
34 12.942 1798 1803 1809 rBV 322466 474345 24.83% 2.299%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107748.D

Aca On 27 Jul 2018 16:20

Operator : JU/SJ

Sample : J4143-06 2X

Misc :

ALS Vial : 7 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-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.077 1822 1826 1834 rBV 782551 853400 44.67% 4_.136%
36 13.954 1973 1975 1979 rVB3 176268 163328 8.55% 0.792%
37 14.148 2003 2008 2011 rBV2 993786 1333755 69.81% 6.465%

38 15.683 2266 2269 2284 rVB 704955 1247022 65.27% 6.044%
39 16.401 2388 2391 2400 rVB 308842 560092 29.32% 2.715%

Sum of corrected areas: 20631879
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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\BFO072718\

BF107748.D

27 Jul 2018 16:20

JussJ

J4143-06 2X

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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\BF072718\
Data File : BF107748.D

Aca On 27 Jul 2018 16:20

Operator : JU/SJ

Sample : J4143-06 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 5

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

5.18 5.76 ng 236318 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (5.178 min): BF107748.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 LS R SRS R
| 83.0 | 480 500 5.20 540 5.60
0“W”“P“W”“m”ﬂdhv”ﬂ””v”ﬂ“”v”ﬂ“”P“'”“P”W”“P”' m/z 59.00 63.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL LIS UL LI
59.0 480 500 520 540 5.60
0
150 1010 m/z 101.10 16.86%
oL | 280 830 "
m/z--> 10 20 30 45 éo 60 70 80 90 100 110 120 130 140 150 160
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 500 520 540 5.60
5000 41.0 m/z 57.95 14 .84%
87.0
‘ 30|
0'”P”W””P”W“”P”I“”P”W”“P”W””P”W””'”W“”P”W“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl- T
59.0 480 500 520 540 5.60
m/z 41.00 8.24%
5000
43.0
0 l . 830 980 123.0 141.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 150 130 140 150 160 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107748.D

Aca On 27 Jul 2018 16:20

Operator : JU/SJ

Sample : J4143-06 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.73 Concentration Rank 1

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

6.73 46.55 ng 1910460 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 747 (6.731 min): BF107748.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 L
%0 %0 T ok Gk 75
01 : e B m/z 68.00 37.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 Kw_

5000 LI L L L L L LB N B |
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 32.08%
51.0 700 86.0
01 B R B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e ERA S e Ran e
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 24.97%
S SNSSSNSSSEN MOS0 ¥ N e
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00

m/z 69.00 15.15%

5000
104.0
66.0

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6. 80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107748.D

Aca On 27 Jul 2018 16:20

Operator : JU/SJ

Sample : J4143-06 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.00 13.03 ng 719464 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 92
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 1643 (12.001 min): BF107748.D (-1640) (-) m/z 59.95 100.00%
.0
5000 1201
5 | 19212132
09, 157.1 . 33,0 256.1 11.60 11.80 12.00 12.20 12.40
0 - m/z 72.95 96.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
73.0

5000 129.0 — |--Tﬁl\f77. e
11.60 11.80 12,00 12.20 12.40
Lﬂ . : m/z 43.00 94 ._.48%
M” :
60

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

o]
Q
o

11.60 11.80 12.00 12.20 12.40

5000 129.0 m/z 57.00 93.73%
157.0 1850 213.0 256.0
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B e e
43.0 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 79.57%
5000 129.0

-

150J

o.”,”.w.” St

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107748.D

Aca On 27 Jul 2018 16:20

Operator : JU/SJ

Sample : J4143-06 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.79 2.37 ng 131070 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1777 (12.789 min): BF107748.D (-1774) (-) m/z 57.00 100.00%

57.0
5000 129.1

12.40 12.60 12.80 13.00 13.20

(o} m/z 73.00 90.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43.0 ; 73.0
5000 129.0 e IR e e e

12.40 12,60 12.80 13.00 13.20
m/z 43.00 86.11%

241.0 284.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid
73.0
A B o
43.0 12.40 12.60 12.80 13.00 13.20
m/z 60.00 85.76%
5000 129.0
185.0 228.0
AN O N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95854: Pentadecanoic acid A B o
43.0 ,73.0 12.40 12.60 12.80 13.00 13.20
m/z 55.00 82.78%
5000
129.0 242.0
199.0
I LJL 98.0 171.0
Ol by e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. OO 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107748.D

Aca On 27 Jul 2018 16:20

Operator : JU/SJ

Sample : J4143-06 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Cycloeicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.45 ng 163328 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
3 Dotriacontvl trifluoroacetate 562 C34H65F302 1000351-75-4 87
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 83
Abundance Scan 1974 (13.948 min): BF107748.D (-1973) (-) m/z 57.00 100.00%
57.0

5000

13.60 13.80 14.00 14.20

283.1327.1 3841

(o} m/z 43.00 74 .58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127768: Cycloeicosane
53.0
7.0
5000 UV AR RS

13.60 13.80 14.00 14.20
m/z 83.05 53.86%

l 139.0182.0224.0 280.0

oL A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
58.0
R A
13.60 13.80 14.00 14.20
5000 [&Y m/z 55.00  44.25%
o J l 139.0182.0223.0 280. 0
e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239747: Dotriaconty! trifluoroacetate A Ba T o
57.0 13.60 13.80 14.00 14.20
m/z 41.00 37.10%
5000 11.0
ol | 153.0195,0236.0278.0320.0362.0404.0 448.0 493.0 544.0
A s e e e T R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107748.D

Aca On 27 Jul 2018 16:20

Operator : JU/SJ

Sample : J4143-06 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl16.40 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.40 8.98ng 560092  Perylene-di2 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
2 28-Nor-17_.beta. (H)-hopane 398 C29H50 036728-72-0 43

3 Pvridol3.4-dlpvridazin-1(2H)-one. ..
4 4H-1.2.4-Triazole. 3-ethvl-5-(3....
5 Oxirane, [[4-(1,1-dimethylethyl)...

191

C8HION50

191 C9H13N5
206 C13H1802

1000263-69-7 38
328532-29-2 35
003101-60-8 35

Abundance Scan 2391 (16.401 min): BF107748.D (-2388) (-) m/z 191.20 100.00%
191.2
5000
95.1
55. 35.1 IIIIIIIIIIIIIIIIII
383.4 16 00 16. 20 16 40 16. 60 16. 80
.1286.1 348.0 426.2
o 221 m/z 177.10  40.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000/28.0 B o R e
16 00 16. 20 16 40 16. 60 16. 80
950]350 m/z 95.10 33.45%
0..J ..: ll I B LA o o e o o s o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
R o R o R
16.00 16.20 16.40 16.60 16.80
5000 m/z 81.05 32.86%
109.0
398.0
l\' t490 { 260.0 355.0
b e
m/z--> 50 100 150 200 250 300 350 400
Abundance #53997: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me... T
191.0 16.00 16.20 16.40 16.60 16.80
m/z 123.10 28.61%
42.0
5000 91.0
133.0 l
0 *.{,J‘.“.‘..“,...‘,........,....,....,...., s B A
m/z--> 50 100 150 200 250 300 350 400 16 00 16. 20 16 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072718\
Data File : BF107748.D

Acq On 27 Jul 2018 16:20

Operator : JU/SJ

Sample : J4143-06 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.18 5.8 ng 236318 1 6.96 820904 20.0
unknown6.73 6.73 46.5 ng 1910460 1 6.96 820904 20.0
Tridecanoic acid 12.00 13.0 ng 719464 4 11.50 1104310 20.0
Octadecanoic acid 12.79 2.4 ng 131070 4 11.50 1104310 20.0
Cycloeicosane 13.95 2.5 ng 163328 5 14.15 1333760 20.0
unknownl16 .40 16.40 9.0 ng 560092 6 15.68 1247020 20.0
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