LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\

Data File : BF097705.D

Aca On : 15 Aug 2017 21:54 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 14700-04 5X NB-01-080917-B

ALS Vial : 20 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-BF081517.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

4.963 486 489 495 rvVB 57618 55441 2.79% 0.336%
5.375 555 559 563 rBvV 707743 584139 29.41% 3.535%
rvB 781192 626384 31.53% 3.791%
6.545 754 758 761 rVB 718135 608836 30.65% 3.684%
6.781 795 798 802 rvB 1173780 962986 48.48% 5.828%
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6.934 821 824 828 rVB 482435 430140 21.65% 2.603%
7.339 889 893 896 rBvV 462580 342008 17.22% 2.070%
rBV 1419186 1271142 63.99% 7.692%
9.139 1196 1199 1203 rVB 738241 568756 28.63% 3.442%
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1 9.228 1210 1214 1219 rBvV4 17546 23165 1.17% 0.140%
11 9.533 1263 1266 1271 rBV 102036 95676 4.82% 0.579%
12 9.757 1302 1304 1308 rVB 33668 27423 1.38% 0.166%
13 9.822 1310 1315 1318 rVV 1397383 1278851 64.38% 7.739%
14 10.004 1339 1346 1347 rBV5 12979 23538 1.18% 0.142%
15 10.257 1386 1389 1392 rVB 76243 57923 2.92% 0.351%
16 10.480 1423 1427 1430 rBV 38462 37447 1.89% 0.227%

17 10.598 1444 1447 1451 rVB 394021 313776 15.80% 1.899%
18 10.733 1467 1470 1477 rBV 117123 144448 7.27% 0.874%
19 11.180 1542 1546 1548 rBV 126511 100754 5.07% 0.610%

20 11.210 1548 1551 1556 rVB 55189 58899 2.97% 0.356%
21 11.298 1563 1566 1569 rBV 1183152 1108297 55.79% 6.707%
22 11.322 1569 1570 1574 rVB 77581 48917 2.46% 0.296%
23 11.604 1615 1618 1621 rBV 93179 82529 4._.15% 0.499%
24 11.704 1632 1635 1639 rVB 828608 721696 36.33% 4_.367%
25 11.833 1654 1657 1660 rBV3 46635 42981 2.16% 0.260%
26 11.910 1666 1670 1673 rBV3 19667 27694 1.39% 0.168%
27 12.016 1684 1688 1696 rVB 83511 87494 4._.40% 0.529%
28 12.116 1702 1705 1711 rVB6 27262 29282 1.47% 0.177%

29 12.392 1748 1752 1754 rBV 2154778 1986374 100.00% 12.021%
30 12.416 1754 1756 1759 rVB 2168659 1662468 83.69% 10.061%

31 12.498 1767 1770 1774 rBV2 437468 460875 23.20% 2.789%

32 12.545 1776 1778 1782 rVB3 50827 48529 2.44% 0.294%
33 12.733 1805 1810 1814 rBV 178044 194985 9.82% 1.180%
34 12.774 1814 1817 1824 rVB 44303 50775 2.56% 0.307%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097705.D

Aca On : 15 Aug 2017 21:54

Operator : SJ/JU

Sample : 14700-04 5X

Misc :

ALS Vial : 20 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.886 1832 1836 1839 rBV 424684 356373 17.94% 2.157%

36 12.992 1850 1854 1860 rVB6 26999 52987 2.67% 0.321%
37 13.057 1862 1865 1868 rBV3 56320 69292 3.49% 0.419%
38 13.133 1875 1878 1882 rBV3 52848 73073 3.68% 0.442%
39 13.221 1891 1893 1895 rBV 38652 39525 1.99% 0.239%
40 13.280 1901 1903 1909 rBV6 45732 54211 2.73% 0.328%

41 13.933 2010 2014 2017 rBV 1018555 930196 46.83% 5.629%
42 15.368 2253 2258 2262 rBVY 673028 784408 39.49% 4.747%

Sum of corrected areas: 16524693
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

: Z:\HPCHEM1\BNA F\DATA\BF081517\
: BF097705.D

: 15 Aug 2017 21:54

: SJ/JU

: 14700-04 5X

- 20 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF097705.D

6.78

5.37

4.96

0
Time-->

Al T T T T T T T T T T T
5.00

T
5.50

Abundance

2000000

1500000

1000000

500000

TIC: BF097705.D

8.07 9.82

9.14

12.50

12.89

0
Time-->

I
10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF097705.D

13.93
15.37

Time-->

19.00

18.00 18.50

16.00 16.50

17.00 17.50

14.00

14.50 15.00 15.50

8270-BF081517.M Wed Aug 16 13:27:45 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097705.D

Aca On : 15 Aug 2017 21:54

Operator : SJ/JU

Sample : 14700-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.55 Concentration Rank 4

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

6.55 12.64 ng 608836 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 759 (6.551 min): BF097705.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || g 5° 550 ok om0 om0
01 : m/z 68.10 39.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 RN RS S AR b
6.20 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.00 34.06%
0"I”"P"W"”I'”'Iﬁqph'“l:“llﬁqﬂ"il'ihl”"P"W‘“' N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 550 ok om0 om0
5000 ' m/z 66.00 26.08%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- B B R
132.0 6.20 6.40 6.60 6.80

m/z 69.10 15.90%

5000

63.0
1ﬂ)%03% &0 m ﬁo 99“010401160

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097705.D

Aca On : 15 Aug 2017 21:54

Operator : SJ/JU

Sample : 14700-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.73 2.61 ng 144448 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86

Abundance Scan 1469 (10.727 min): BF097705.D (-1467) (-) m/z 57.05 100.00%
57.0
5000 A
e
99.0 10.40 10.60 10.80 11.00
o 1400 1830 m/z 43.05  77.08%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 RN A BN UGS
10.40 10.60 10.80 11.00
99.0 m/z 71.05 71.08%
0 27$°L h | |, 1410 1830 2250 281.0 337.0 394.0
m/z--> §0 160 1%0 260 250 360 3éo '
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.05 47 .21%
99.0
o 27,0 141.0 183.0 225.0 267.0 338.0
iz T A A I RS I
Abundance #83027: Hexadecane T T T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 35.60%
5000
99.0
0 27@0\‘ ] ‘J l‘ |‘ ) 9'41'0 183.0 22§'O
m/z--> §0 160 1%0 260 250 360 3éo ' 10h0 10k0 1&80 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097705.D

Aca On : 15 Aug 2017 21:54

Operator : SJ/JU

Sample : 14700-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.70 13.02 ng 721696 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 91
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1634 (11.698 min): BF097705.D (-1632) (-) m/z 73.95 100.00%
74.0
5000
43.0
2972 11.40 11.60 11.80 12.00
o 1711 1991 m/z 87.00 62.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119405: Hexadecanoic acid, methy! ester
74.0
5000 L B B SN SULLE
43.0 11. 40 11. 60 11. 80 12. 00
m/z 43.05 30.77%
0 15\0\‘ ‘\ ‘\‘\ ‘\‘ | \97\\0 210 4:\3.0 1850 2270‘ 27\00
m/z--> 20 Jo 60 80 100 120 140 160 1éo 200 220 240 260 280
Abundance
74.0
11.40 11.60 11.80 12.00
5000 m/z 41.05 24 .36%
41.0
15.0 101.0 143.0 171.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester e AR RREEE e
74.0 11.40 11.60 11.80 12.00
m/z 55.00 22 .94%
5000 43.0

143.0
M‘ 970 191030 1710 1990 2410 2850

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 40 11. 60 11. 80 12. OO

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097705.D

Aca On : 15 Aug 2017 21:54

Operator : SJ/JU

Sample : 14700-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1
R.T. EstConc Area Relative to ISTD R.T.
12.39 35.85 ng 1986370 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 97
2 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 89
5 7-Hexadecyne 222 C16H30 074685-28-2 83
Abundance Scan 1752 (12.392 min): BF097705.D (-1748) (-) m/z 67.00 100.00%
67.0
95.0
5000 41.0
201002 s 292 2002 1200 1220 1240 1260 15,80
0 f b, s e m/z 81.05 84.69%
m/z--> 50 100 150 200 250 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 95.0 AR DR R
nmnmnmnmnm
m/z 55.05 56.83%
. i H‘lzﬂf 0“14? 01780 262.0 294.0
m/z--> 55 160 1éo 260 2éo 360 '
Abundance
67.0
95.0 12:00 12,20 12.40 12.60 12.80
soo0l 430 m/z 95.05 56.41%
123.0
0l15:0 1500 187 0209.0236.0 2000
m/z--> 55 160 150 200 250 300 '
Abundance #178355: 2-Chloroethy! linoleate REAREEEE RIS e
67.0 12.00 12.20 12.40 12.60 12.80
m/z 41.05 47 .27%
95.0
5000
41.0
23.0
0! \“‘E\i\ "15?'\\' : ||||26|‘3.|0|| |||34|2:J e N e
m/z--> 50 10 150 200 250 300 12. oo 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097705.D

Aca On : 15 Aug 2017 21:54

Operator : SJ/JU

Sample : 14700-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.42 30.00 ng 1662470 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 98
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 96
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 94
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 86

Abundance Scan 1757 (12.421 min): BF097705.D (-1754) (-) m/z 55.00 100.00%

5000

12.20 12.40 12.60 12.80
m/z 69.10 93.00%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141274: 7-Octadecenoic acid, methyl ester

55.0

12.20 12.40 12.60 12.80
m/z 74.00 90.74%

5000

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
S W A S —
12.20 12.40 12.60 12.80
5000 83.0 m/z 83.10 75.18%
111.0
29.0 1370 1800 2220 2640

o 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester T T
12.20 12.40 12.60 12.80

m/z 97.10 70.15%

5000

180.0 222.0 264.0 296.0

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF081517\
Data File : BF097705.D

Acq On : 15 Aug 2017 21:54

Operator : SJ/JU

Sample : 14700-04 5X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
Quant Title : 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 .55 6.55 12.6 ng 608836 1 6.78 962986 20.0
Octacosane 10.73 2.6 ng 144448 4 11.30 1108300 20.0
Hexadecanoic acid... 11.70 13.0 ng 721696 4 11.30 1108300 20.0
9,12-Octadecadien... 12.39 35.9 ng 1986370 4 11.30 1108300 20.0
7-Octadecenoic ac... 12.42 30.0 ng 1662470 4 11.30 1108300 20.0
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