LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098175.D

Aca On : 31 Aug 2017 00:18 Instrument :

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

3?22'6 : 15008-04 5X NB-08-082817-B

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:\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
1 3.681 264 271 278 rBV 113391 170211 15.19% 1.233%
2 4.904 476 479 487 rBV 34883 39801 3.55% 0.288%
3 5.322 546 550 562 rBV 619968 566217 50.54% 4._.100%
4 6.357 722 726 737 rBV 625030 622049 55.53% 4 .505%
5 6.486 745 748 752 rBV 636908 596017 53.20% 4.316%
6 6.722 785 788 792 rBV 820487 725063 64.72% 5.251%
7 6.881 811 815 821 rBV 509358 461685 41.21% 3.343%
8 7.286 880 884 896 rBV 376269 357908 31.95% 2.592%
9 8.010 1002 1007 1014 rBV 1005572 915096 81.69% 6.627%
10 9.080 1185 1189 1194 rBV 759060 640506 57.18% 4.638%
11 9.169 1200 1204 1208 rBvV2 23884 26844 2.40% 0.194%
12 9.351 1233 1235 1240 rVB2 38985 30927 2.76% 0.224%
13 9.480 1253 1257 1260 rBvV2 96202 113428 10.13% 0.821%
14 9.510 1260 1262 1265 rVB4 16229 17619 1.57% 0.128%
15 9.622 1278 1281 1285 rBV3 12541 17134 1.53% 0.124%
16 9.669 1286 1289 1291 rVvv3 18828 22254 1.99% 0.161%
17 9.698 1291 1294 1298 rVV 46434 50044 4_47% 0.362%
18 9.757 1298 1304 1308 rVvVv 925050 865055 77.22% 6.264%
19 9.816 1312 1314 1320 rVB6 16334 26149 2.33% 0.189%
20 9.927 1330 1333 1335 rBV3 13648 20032 1.79% 0.145%
21 10.016 1344 1348 1351 rBV3 29896 36386 3.25% 0.263%
22 10.192 1375 1378 1381 rBV 84465 63512 5.67% 0.460%
23 10.304 1394 1397 1399 rBvV4 17938 23859 2.13% 0.173%
24 10.416 1410 1416 1419 rBV 59829 86340 7.71% 0.625%
25 10.463 1421 1424 1427 rVB3 16252 19342 1.73% 0.140%
26 10.498 1427 1430 1433 rBv4 19189 22565 2.01% 0.163%

27 10.545 1433 1438 1441 rBV 277966 266749 23.81% 1.932%
28 10.669 1455 1459 1467 rVB 117258 179336 16.01% 1.299%
29 10.792 1478 1480 1487 rVB6 14567 23277 2.08% 0.169%
30 11.116 1531 1535 1537 rBV 102267 100958 9.01% 0.731%

31 11.139 1537 1539 1545 rVB 79445 87758 7.83% 0.635%
32 11.239 1552 1556 1559 rBV 855765 742778 66.30% 5.379%
33 11.263 1559 1560 1563 rVV 84254 51794 4.62% 0.375%
34 11.316 1567 1569 1573 rVB 31045 29818 2.66% 0.216%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098175.D

Aca On : 31 Aug 2017 00:18 Instrument :

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

3?22'6 : 15008-04 5X NB-08-082817-B

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
Title

35 11.492

36 11.539
37 11.639
38 11.768
39 11.851
40 11.945

41 12.286
42 12.321
43 12.345
44 12.427
45 12.445

46 12.674
47 12.704
48 12.821
49 12.933
50 12.986

51 13.062
52 13.151
53 13.262
54 13.310
55 13.404

56 13.580
57 13.727
58 13.821
59 13.874
60 13.898

61 15.286

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

ASP

1597

1604
1621
1644
1658
1673

1731
1737
1742
1755
1760

1795
1803
1821
1842
1850

1863
1879
1898
1906
1921

1950
1976
1992
1999
2006

2240

1599

1607
1624
1646
1660
1676

1734
1740
1744
1758
1761

1800
1805
1825
1844
1853

1866
1881
1900
1908
1924

1954
1979
1995
2004
2008

2244

1602

1610
1630
1649
1664
1680

1737
1742
1747
1760
1764

1803
1808
1831
1847
1854

1871
1885
1904
1912
1926

1957
1984
1997
2006
2010

2248

Sum

rvB3

rvB
rvB
rvB2
rvB
rBv

rBv2
rBv
rvB
rBv
rvB

rBv
rvB
rBv
rvB2
rBv3

rvB2
rBv

rBv4
rvB4
rBv2

rvB4
rBv2
rBv2
rvv
rvB

rBv

22811

100253
549891
17113
24013
85833

22122
1142020
1474796

285419
145908

168187
64224
578937
35262
42238

54414
33118
25039
30189
46070

43440
75467
38889
751341
66202

401481

20674

73319
431314
16403
21314
64172

22860
1104497
1120246

255334
116812

197103
53269
483442
27734
37316

88589
35802
30419
37788
42973

53971
81416
45421
774751
52548

501297

of corrected areas:
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1.85%

6.54%
38.50%
1.46%
1.90%
5.73%

2.04%
98 .59%
100.00%
22.79%
10.43%

17.59%
4.76%
43.15%
2.48%
3.33%

7.91%
3.20%
2.72%
3.37%
3.84%

4.82%
7.27%
4._05%
69.16%
4.69%

44 _75%

13809295

0.150%

0.531%
3.123%
0.119%
0.154%
0.465%

0.166%
7.998%
8.112%
1.849%
0.846%

1.427%
0.386%
3.501%
0.201%
0.270%

0.642%
0.259%
0.220%
0.274%
0.311%

0.391%
0.590%
0.329%
5.610%
0.381%

3.630%
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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:\HPCHEMI\BNA F\DATA\BF083017\

BF098175.D

31 Aug 2017 00:18

SJ/Ju

15008-04 5X

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF098175.D

5.32

4.90

N

6.72

6.36.49

6.88

7.29

0
Time-->

4.50

5.00

5.50

Abundance

1500000

1000000 8.01

500000

TIC: BF098175.D

9.76

11.24

12132

Or—r>=r
Time-->

10.50 11.00 11.50

12.00

12.50

13.00

Abundance

1500000

1000000

500000

e

TIC: BF098175.D

13.87

15.29

0

Time-->

14.00

17.00

16.00 16.50

15.50

15.00

14.50

17.50

18.00

18.50

19.00

8270-BF081517.

M Thu Aug 31 14:50:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\
Data File : BF098175.D

Aca On : 31 Aug 2017 00:18

Operator : SJ/JU

Sample : 15008-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.49 Concentration Rank 3

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

6.49 16.44 ng 596017 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 749 (6.492 min): BF098175.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 s || 7o %000 650 o0 60 B0
O s o e T e L e L e s L m/z 68.10 43.00%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14230: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide
68.0
5000 53.0 S RS AR LRSS
39.0 6.20 6.40 6.60 6.80
m/z 134.00 32.53%
\H‘ L AT 132.0
e N RS RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 "ok 6u0 k0 om0
5000 ' m/z 66.00 28.02%
31.0 51.0
79.0
e R R RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.07%
5000
33.0 44.0 0.0 105.0
0""|ﬂ“'|"“'ﬂ““§%?"'{“"%9"w"'L|'J”w%%qpl'“'| T ISR RN R LR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

8270-BF081517.M Thu Aug 31 14:51:02 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\
Data File : BF098175.D

Aca On : 31 Aug 2017 00:18

Operator : SJ/JU

Sample : 15008-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.67 4.83 ng 179336 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 1459 (10.669 min): BF098175.D (-1455) (-) m/z 57.10 100.00%

51.1

5000
113.1 10.40 10.60 10.80 11.00
39 140.1 1691 1991
01 m/z 71.05 71.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 LA L L L L L LB
85.0 10,40 10.60 10.80 11.00
20.0 m/z 43.10 59.99%
0 \‘ ‘ H l A 1130 . 141.0 184.0
.”,.”.,”.w..”,.”.,”....” R LS BARRE REEEE B
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
R EREREREE R
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.05 42 .32%
29.0
113.0 141.0 169 0 198.0
o] BN VNI SNBSS NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane A BN BaE R e
57.0 10.40 10.60 10.80 11.00
m/z 41.00 29.50%
5000 85.0
29.0
113 O
oo et e d 4 30 w30 1690 oo meo | | T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\
Data File : BF098175.D

Aca On : 31 Aug 2017 00:18

Operator : SJ/JU

Sample : 15008-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.12 2.72 ng 100958 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heneicosane 296 C21H44 000629-94-7 64
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1536 (11.121 min): BF098175.D (-1531) (-) m/z 57.00 100.00%

571.0

5000
109.0127-2  158.0 214.1 10.80 11.00 11.20 11.40
0 m/z 71.10 92 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 LA L L L L L B LB L |
85.0 10.80 11.00 11.20 11.40
29.0 m/z 43.10 70.57%
0 \‘ l h . 11:\3 0 1410 169.0 196.0 240.0
R A o e LA B o i BE R AS B e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
e AREEEEEaSEE
10.80 11.00 11.20 11.40
5000 85.0 m/z 85.10 60.94%
29.0
0 113.0 1410 169.0 198.0
A o e AR B e BB R ARAA Ea TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83023: Hexadecane e
57.0 10.80 11.00 11.20 11.40
m/z 41.05 32.30%
5000 85.0
29.0
o L | 113.0 1410 1600 197.0 226.0
A o LR B o A S e e AREEEEEaSEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\
Data File : BF098175.D

Aca On : 31 Aug 2017 00:18

Operator : SJ/JU

Sample : 15008-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.14 2.36 ng 87758 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tridecane 184 C13H28 000629-50-5 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 1539 (11.139 min): BF098175.D (-1537) (-) m/z 57.10 100.00%
57.1
5000
10.80 11.00 11.20 11.40
Obrrrprrrrfibrelre m/z 71.10 84_25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0 U AR BRI
10,80 11.00 1120 11.40
m/z 43.10 53.00%
0 L L \1f?0‘1410 1830 2110 239.0 2670 2960
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
10.80 11,00 11,20 11.40
5000 85.0 m/z 85.05 49_78%

29.0
1130 1410 169.0 197.0 225.0 253.0  296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48833: Tridecane e RS R
57.0 10.80 11.00 11.20 11.40
m/z 41.00 22_.41%
50000 59, 85.0

L e a0 1880

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. OO 11. 20 11.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\
Data File : BF098175.D

Aca On : 31 Aug 2017 00:18

Operator : SJ/JU

Sample : 15008-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 7 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.64 11.61ng 431314  Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87

Abundance Scan 1624 (11.639 min): BF098175.D (-1621) (-) m/z 74.00 100.00%
74.0
5000
43.1
i 1 0970 1, 14?'1 1852 2272 s 11.40 11.60 11.80 12.00
Obrrrprrrrbreb el by 2L by || M7z 87.00 72.21%
m'z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methyl ester
74.0
5000 LI B L L L L LB LB
43.0 11.40 11.60 11.80 12.00
‘ 143.0 9970 70,0 m/z 43.10 27 .48%
97.0 185.0
dso, |l il 0 g | w0 ZO0 00
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
e
11.40 11.60 11.80 12.00
5000 m/z 55.00 21.69%
43.0
. 101.0 193 o430 171 1990 242.0
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \ A J A
Abundance #107597: Pentadecanoic acid, methyl ester T
74.0 11.40 11.60 11.80 12.00
m/z 41.10 18.98%
5000
43.0
1450 S .
o150, H %80 1210 T 1850 2139 2560
.”,”.W.H.P.. o R S == MM e e
mz--> 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\BF083017\
Data File : BF098175.D

Aca On : 31 Aug 2017 00:18

Operator : SJ/JU

Sample : 15008-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.32 29.74 ng 1104500 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 95
2 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
3 12.15-Octadecadienoic acid. meth... 294 C19H3402 057156-97-5 93
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 90
5 7-Hexadecyne 222 C16H30 074685-28-2 80
Abundance Scan 1740 (12.321 min): BF098175.D (-1737) (-) m/z 67.05 100.00%
67.0
5000 411 ' !\
123.1 150.1 12.00 12.20 12.40 12.60
263.2
I 178.2 206.1 237.1 294.3 n/z 81.10 83 81%
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 USR]
12. oo 12 20 12. 40 12 60
m/z 95.10 56.78%
. I 123.0 1490 41750 262.0 294.0
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
95.0 5100 12120 1240 12680
5000 41.0 m/z 55.05 54_24%
123.0
0150 150.0 1820 2090 2360 2200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139720: 12,15-Octadecadienoic acid, methyl ester R e RN R EE
67.0 12.00 12.20 12.40 12.60
m/z 41.10 45 _.09%
5000
123.0 1500 263.0 294.0
0...l....l...‘l“l.“.J.‘ 178.0 220.0 A M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1200 1220 1240 1260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\
Data File : BF098175.D

Aca On : 31 Aug 2017 00:18

Operator : SJ/JU

Sample : 15008-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.34 30.16 ng 1120250 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 95
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 94
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 89
4 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 86
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 81

Abundance Scan 1743 (12.339 min): BF098175.D (-1742) (-) m/z 55.10 100.00%

5000

180.2 222.3 264.3 296.2 12.00 12.20 12.40 12.60

(o} i m/z 69.10 82.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141310: 9-Octadecenoic acid, methyl ester, (E)-

5000 LA L L L L L L
12.00 12.20 12.40 12.60
111.0 oo 2220 2640 m/z 74.05 75.38%
137.0 : ' 296.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
e
3.0 12.00 12.20 12.40 12.60
5000 ' m/z 83.10 67.68%
29.0
111.0

137.0 180.0 222.0 264.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester T T TR
.0 12.00 12.20 12.40 12.60

m/z 41.10 66 .58%

5000

111.0 264.0

29.0 137.0 180.0 222.0

296.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\
Data File : BF098175.D

Aca On : 31 Aug 2017 00:18

Operator : SJ/JU

Sample : 15008-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 11 3-Octadecene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.10 ng 81416 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 90
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 83
3 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 83
4 Cvclohexadecane 224 C16H32 000295-65-8 80
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 68
Abundance Scan 1979 (13.727 min): BF098175.D (-1976) (-) m/z 57.10 100.00%
57.1
5000
11 RN B SO
140.1 168.1192.0 23012521 977.1 302.1 13.40 13.60 13.80 14.00
Obrprrrihr m/z 43.05 78.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104188: 3-Octadecene, (E)-
41,0 | 69.
97.0
5000 LR RN SRR UL UL
13.40 13.60 13.80 14.00
1250 m/z 71.10 72 .00%
o \‘ ﬂ 1540 1820  224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 69.00 57 .76%
29.0 83.0
o 110 4390 196.0 224.0 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester R AEmEEEE L
57.0 13.40 13.60 13.80 14.00
m/z 85.10 55.18%
5000
29.0
0 \‘ | “ \ \“ \H \11-} 0 148.0 196.0 24:\L 0
m/z--> 20 4b 60 80 160 150 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083017\
Data File : BF098175.D

Acq On : 31 Aug 2017 00:18

Operator : SJ/JU

Sample - 15008-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 .49 6.49 16.4 ng 596017 1 6.72 725063 20.0
Tridecane 10.67 4.8 ng 179336 4 11.24 742778 20.0
Heptadecane 11.12 2.7 ng 100958 4 11.24 742778 20.0
Heptadecane, 2,6,... 11.14 2.4 ng 87758 4 11.24 742778 20.0
Hexadecanoic acid... 11.64 11.6 ng 431314 4 11.24 742778 20.0
9,12-Octadecadien... 12.32 29.7 ng 1104500 4 11.24 742778 20.0
9-Octadecenoic ac... 12.34 30.2 ng 1120250 4 11.24 742778 20.0
3-Octadecene, (E)- 13.73 2.1 ng 81416 5 13.87 774751 20.0
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