LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061818\

Data File : BF106541.D

Aca On : 18 Jun 2018 16:27 Instrument :
Operator : JU/SJ BNA_F

Sample : J3240-03 2X ClientSampleld :
Misc i BU-01-061518
ALS Vial : 18 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-BF061118.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 5.190 482 485 493 rBV 100350 99976 7.36% 0.634%
2 5.607 553 556 570 rBVY 1197225 1176386 86.64% 7.457%
3 6.243 661 664 667 rBV 28804 24839 1.83% 0.157%
4 6.607 722 726 734 rBVY 1298322 1189210 87.58% 7.538%
5 6.742 745 749 752 rBVY 1469759 1198369 88.26% 7 .596%
6 6.790 752 757 760 rVB 18761 17037 1.25% 0.108%
7 6.966 783 787 790 rBV 873500 685103 50.46% 4.343%
8 7.119 807 813 817 rBVY 1173698 954784 70.32% 6.052%
9 7.525 878 882 885 rBV 895438 757092 55.76% 4_.799%
10 8.248 1001 1005 1008 rBV 1080446 865122 63.71% 5.484%

11 9.319 1183 1187 1196 rBV 1615501 1357837 100.00% 8.607%
12 9.713 1250 1254 1261 rVB 197924 177098 13.04% 1.123%

13 9.919 1285 1289 1294 rBV 32581 31262 2.30% 0.198%
14 10.007 1300 1304 1311 rVB 1037906 902350 66.45% 5.720%
15 10.419 1371 1374 1377 rVB 50496 37195 2.74% 0.236%
16 10.636 1407 1411 1414 rBV 19353 24108 1.78% 0.153%
17 10.795 1434 1438 1447 rBV 719978 628651 46.30% 3.985%
18 10.895 1452 1455 1461 rVvVv 39638 51167 3.77% 0.324%
19 11.342 1525 1531 1533 rBvV 30075 26488 1.95% 0.168%
20 11.495 1554 1557 1560 rBV 845505 762726 56.17% 4 _.835%
21 11.519 1560 1561 1566 rVB 51397 37109 2.73% 0.235%
22 11.842 1612 1616 1618 rBV3 16270 15581 1.15% 0.099%
23 11.872 1618 1621 1624 rVB 171941 124352 9.16% 0.788%
24 12.189 1669 1675 1679 rBVS8 9732 15476 1.14% 0.098%

25 12.560 1734 1738 1740 rBV 535886 470155 34.63% 2.980%

26 12.583 1740 1742 1748 rVB2 603594 528991 38.96% 3.353%

27 12.666 1753 1756 1760 rVB 90115 72179 5.32% 0.458%
28 12.713 1761 1764 1767 rVvV 86742 70934 5.22% 0.450%
29 12.942 1798 1803 1806 rBV 78996 89387 6.58% 0.567%
30 13.077 1822 1826 1830 rBV 1179936 1053840 77.61% 6.680%
31 13.389 1875 1879 1883 rBv4 18751 26784 1.97% 0.170%
32 13.971 1975 1978 1985 rBv4 75345 80675 5.94% 0.511%
33 14.113 2000 2002 2004 rBVZ2 19185 15683 1.15% 0.099%

34 14.154 2004 2009 2012 rvVv 923934 883008 65.03% 5.597%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106541.D

Aca On : 18 Jun 2018 16:27

Operator : JU/SJ

Sample : J3240-03 2X

Misc :

ALS Vial : 18 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.177 2012 2013 2020 rVB 55556 47161 3.47% 0.299%
36 15.242 2191 2194 2197 rBV 41212 58295 4._.29% 0.370%
37 15.295 2200 2203 2207 rBV 76894 80634 5.94% 0.511%

38 15.701 2267 2272 2280 rBV 686073 875653 64.49% 5.550%
39 16.165 2348 2351 2357 rVB 72427 104960 7.73% 0.665%
40 17.877 2640 2642 2656 rVB 53388 158718 11.69% 1.006%

Sum of corrected areas: 15776375
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106541.D

Aca On : 18 Jun 2018 16:27

Operator : JU/SJ

Sample : J3240-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106541.D

1500000 6.74

6.61
5.61 7.12

1000000
6.97 7.52

500000

O WP k 6,24 L@jg h

T —
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: BF106541.D

1500000

13.08
8.25 10.01

1000000
11.50

10.80

500000
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\ b 10.42 0.90 .52 ﬁ;
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Abundance TIC: BF106541.D

1500000

14.15
1000000

15.70

500000
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Time--> 13.50

T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106541.D

Aca On : 18 Jun 2018 16:27

Operator : JU/SJ

Sample : J3240-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 7

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

5.19 2.92 ng 99976 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 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 485 (5.190 min): BF106541.D (-482) (-) m/z 42.95 100.00%
43.0
59.0
5000
1011 B SARRENARRE U RS
831 | 480 5.00 5.20 5.40 5.60
o} Y X DUV Y| O e S /SN m/z 59.00 56.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR IR IR LS I
59.0 480 500 520 540 5.60
m/z 101.10 19.21%
830 e300
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 5.00 520 540 5.60
5000 m/z 58.00 15.67%
101.0
150 310 580 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R e B N B
59.0 480 5.00 5.20 5.40 5.60
31.0 m/z 41.00 10.04%
5000 41.0
73.0
15.0 L 51.0“ | 87.0 1020
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106541.D

Aca On : 18 Jun 2018 16:27

Operator : JU/SJ

Sample : J3240-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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, methyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.87 3.26 ng 124352 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83

Abundance Scan 1621 (11.872 min): BF106541.D (-1618) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 LR BN BN RN B
97.0 1711 109.1 227.2 11.60 11.80 12.00 12.20
...,....,|‘...|.|',.-.'.. W go1g | AT 1991 T 2102 ot 00 64 58%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester
74.0
5000 LA IS BN SN B
1160 11.80 12.00 12.20
43.0 143.0 185.0 m/z 43.00 31.19%
50, | il 0z |0 amo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
1160 11.80 12.00 12.20
5000 m/z 55.00 27 .55%
43.0
143.0
101.0 171.0 199.0 227.0 270.0
mﬁwﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M)LMM%h#kANJL»MHMVVMMNM/
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester B
74.0 11.60 11.80 12.00 12.20
m/z 41.00 22 .54%
5000 43.0
| “ M || 19704480 1430 1850 2270 270.0 W\.M/ij
m/z--> 20 45 60 85 100 120 140 160 180 200 220 240 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106541.D

Aca On : 18 Jun 2018 16:27

Operator : JU/SJ

Sample : J3240-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.56 12.33 ng 470155 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 97
5 12,15-0Octadecadienoic acid, meth... 294 C19H3402 057156-97-5 96
Abundance Scan 1738 (12.560 min): BF106541.D (-1734) (-) m/z 67.00 100.00%
67.0
41.0
5000
1231 1501 12:20 12,40 12.60 12.80
178.1 263.2
el 220.1 2942 "m/z 81.05 83.47Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 AR IR RN AR
12.20 12.40 12.60 12.80
m/z 55.00 67.06%
I, 1) 1230 149.0 1780 262.0 294.0
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 ©7.0
12!20 12)40 12!60 12fso '
5000 95.0 m/z 95.10 56.97%

1230 150.0 1789 000 2630 2940

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester T T TR
12.20 12.40 12.60 12.80

m/z 41.00 53.05%

5000

123.0 150.0

178.0 223.0 263.0 294.0

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106541.D

Aca On : 18 Jun 2018 16:27

Operator : JU/SJ

Sample : J3240-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 12-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.58 13.87 ng 528991 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1741 (12.577 min): BF106541.D (-1740) (-) m/z 55.00 100.00%

.0

5000

_%

180.2 222.3 264.3 12.20 12.40 12.60 12.80
m/z 41.00 62.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester

-

5000

12.I20 12.I4O 12.I60 12.80
m/z 69.10 61.68%

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

55.0

-

12.20 12.40 12.60 12.80

m/z 74.00 58.09%
5000 83.0 0

29.0 264.0
111.0
138.0  180.0 2220 296.0

ermmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester R A mm e o
.0 12.20 12.40 12.60 12.80

m/z 83.05 49_71%

5000

29.0 264.0

111.0

:

138.0 180.0 222.0

296.0

I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106541.D

Aca On : 18 Jun 2018 16:27

Operator : JU/SJ

Sample : J3240-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.40 ng 104960 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 81
2 Heptadecane 240 C17H36 000629-78-7 81
3 2-methvloctacosane 408 C29H60 1000376-72-8 80
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 80
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
Abundance Scan 2352 (16.171 min): BF106541.D (-2348) (-) m/z 57.05 100.00%
57.0
5000 /\J\"J\/\/\/\M
99.0 PN SUNRA SRR B
154.0 210.1 9451 277.1 313.2 15.80 16.00 16.20 16.40
m/z 71.10 68.73%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 L IV LR SRR B
15. 80 16. oo 16. 20 16.40
990 m/z 85.10 58.41%
m/z--> 55 160 150 200 250 300 3éo
Abundance
57.0
15.80 16.00 16.20 16.40
5000 m/z 43.00 52.50%
99.0
27,0 141.0 182.0211.0240.0 /\MW/\AAW
m/z--> 55 160 1%0 200 2%0 300 3%0
Abundance #215181: 2-methyloctacosane R B
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.77%
5000
99.0
28,0, I JJ‘J 1410 1830 2250 267.0 309.0 36503940
m/z--> 50 100 1%0 200 250 300 3éo ' 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106541.D

Aca On : 18 Jun 2018 16:27

Operator : JU/SJ

Sample : J3240-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9 N-(4-Chlorphenyl)-2,3-dichl... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.88 3.63 ng 158718 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(4-Chlorphenvl)-2.3-dichloroma... 275 C10H4CI3NO2 220509-49-9 11
2 2-(4-Chlorophenvl)-1-morpholin-4.__. 255 C12H14CINOS 042945-85-7 10
3 7-Chloro-9-o0x0-9.10-dihvdroacrid... 273 C14H8CINO3 024782-71-6 10
4 Dihvdro-normorphine. 3-desoxv- 255 C16H17NO2 031769-01-4 10
5 Oxalic acid, monoamide, N-(3-clo... 255 C12H14CINO3 1000309-41-7 10

Abundance Scan 2643 (17.883 min): BF106541.D (-2640) (-) m/z 43.00 100.00%
43.0
107.1
145.1 2552
5000 213.2
76.0 302.1 381.3414.4
17.60 17.80 18.00 18.20
ey m/z 57.00 79.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123101: N-(4-Chlorphenyl)-2,3-dichloromaleisoimide
87.0 153.0 1950 275.0
5000 122.0 17.60 17.80 18.00 18.20
50.0 ‘ m/z 107 .05 71.01%
A o oo Ilwllll ||H=‘||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
130.0 255.0
86.0 17.60 17.80 18.00 18.20
5000 168.0 m/z 145.10 60.39%
28.0 222.0
mz-> 50 100 150 200 250 300 350 400
Abundance #121815: 7-Chloro-9-0x0-9,10-dihydroacridine-4-carboxylic aci R B A B e
255.0 17.60 17.80 18.00 18.20
m/z 255.20 56.38%
164.0
5000
390 75.0 117.0 { 199.0
el b gl |y A
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061818\
Data File : BF106541.D

Acq On : 18 Jun 2018 16:27

Operator : JU/SJ

Sample - J3240-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.19 2.9 ng 99976 1 6.97 685103 20.0
Tridecanoic acid,... 11.87 3.3 ng 124352 4 11.50 762726 20.0
9,12-Octadecadien... 12.56 12.3 ng 470155 4 11.50 762726 20.0
12-Octadecenoic a... 12.58 13.9 ng 528991 4 11.50 762726 20.0
Hexadecane 16.17 2.4 ng 104960 6 15.70 875653 20.0
N-(4-Chlorphenyl) ... 17.88 3.6 ng 158718 6 15.70 875653 20.0
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