LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095649.D
Aca On 2 Jun 2017 23:17 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 13440-05 5X EO-03-RO-6703-060117
ALS Vial : 19 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-BF050217 .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 5.475 641 644 676 rBV 85215 306390 10.74% 2.199%
2 7.122 920 924 935 rBV 83586 242915 8.52% 1.744%
3 7.210 935 939 958 rVB 199419 448742 15.73% 3.221%
4 7.540 991 995 1007 rBV 345790 450388 15.79% 3.233%
5 7.775 1031 1035 1052 rBV 196130 292747 10.26% 2.102%
6 8.463 1148 1152 1167 rBV 66528 167971 5.89% 1.206%
7 9.569 1336 1340 1352 rBV 441436 596478 20.91% 4.282%
8 9.657 1352 1355 1364 rVB4 29271 40544 1.42% 0.291%
9 10.363 1470 1475 1479 rBv4 19065 28680 1.01% 0.206%
10 10.645 1517 1523 1529 rVB 40155 50192 1.76% 0.360%
11 11.345 1638 1642 1654 rVB 311461 381886 13.39% 2.741%
12 11.563 1674 1679 1686 rvVB2 53514 77734 2.73% 0.558%
13 12.045 1757 1761 1764 rBvV2 22120 31201 1.09% 0.224%
14 12.086 1765 1768 1771 rVB3 28449 32225 1.13% 0.231%
15 12.398 1816 1821 1824 rBV2 415633 531393 18.63% 3.815%
16 12.427 1824 1826 1836 rVB3 77045 98126 3.44% 0.704%
17 13.239 1960 1964 1969 rBvV 71783 85746 3.01% 0.616%
18 13.598 2019 2025 2030 rBv2 24232 45195 1.58% 0.324%
19 13.704 2039 2043 2055 rVB 85712 147527 5.17% 1.059%
20 14.010 2091 2095 2098 rBV 67174 92229 3.23% 0.662%
21 14.745 2215 2220 2224 rBV 66545 79783 2.80% 0.573%

22 14.798 2224 2229 2233 rVV 368108 472747 16.57% 3.394%
23 14.839 2233 2236 2243 rVB 90156 125403 4._.40% 0.900%
24 15.415 2330 2334 2338 rBV2 50921 58772 2.06% 0.422%
25 15.568 2355 2360 2364 rBV 760227 853751 29.93% 6.129%

26 15.639 2369 2372 2380 rVB 17220 29446 1.03% 0.211%
27 15.786 2393 2397 2405 rVB2 88820 117642 4.12% 0.845%
28 16.015 2433 2436 2439 rBvV 43249 50996 1.79% 0.366%

29 16.545 2518 2526 2528 rBV 2385459 2852548 100.00% 20.478%
30 16.574 2528 2531 2534 rVV 1948535 2192562 76.86% 15.740%

31 16.604 2534 2536 2542 rVB2 246543 246833 8.65% 1.772%
32 16.698 2548 2552 2556 rBV 403833 420289 14.73% 3.017%
33 16.745 2556 2560 2562 rVV 168273 207910 7.29% 1.493%
34 16.774 2562 2565 2577 rVV 268637 431201 15.12% 3.095%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

3?22'6 : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 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-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.910 2581 2588 2595 rVB 121865 198519 6.96% 1.425%

36 17.015 2603 2606 2611 rVB7 31183 48621 1.70% 0.349%
37 17.068 2611 2615 2618 rBV2 35779 41034 1.44% 0.295%
38 17.145 2624 2628 2633 rBV 248510 279565 9.80% 2.007%
39 17.339 2658 2661 2666 rBV5 28104 44115 1.55% 0.317%
40 17.474 2680 2684 2685 rBV3 26726 30907 1.08% 0.222%
41 17.545 2693 2696 2701 rVB3 41372 65887 2.31% 0.473%
42 17.662 2713 2716 2721 rVB2 43916 44036 1.54% 0.316%

43 18.498 2854 2858 2862 rBVY 435118 535395 18.77% 3.843%
44 20.174 3140 3143 3153 rVB 285054 353727 12.40% 2.539%

Sum of corrected areas: 13929998
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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: BF095649.D
2000000
1500000
1000000
500000
7.54
7.21 7.77
5.47 7. 8.46
O A e i B e e A T T e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF095649.D
16|54
2000000 16.57
1500000
1000000
15.57
500000 9.57 12.40 6.
11.35 14.80
i 6 10.3610.65 \11.56 e 13.24 148701401 14484 1543553 796.02
Time--> 950 10.00 10.50 11.00 11.50 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00  16.50
Abundance TIC: BF095649.D
2000000
1500000
1000000
18.50 20.17
500000
O e LA A B e W A T R T
Time--> 17.00 17.50 18.00 18,50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.21 Concentration Rank 3

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

7.21 19.93 ng 448742 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 939 (7.210 min): BF095649.D (-935) (-) m/z 132.00 100.00%
132.0
5000 68.1 §
00 s40 || 96|-° 6.80 7.00 7.20 7.40 7.60
O L e e e (0 A m/z 68.10 37 .59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR UL UL LI
6.80 7.00 7.0 7.40 7.60
2.0 510 m/z 134.00 31.91%
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.80 7.00 7.20 7.40 7.60
5000 67.0 m/z 66.05 19.74%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L A=
132.0 6.80 7.00 7.0 7.40 7.60

m/z 69.10 13.76%

5000
104.0
66.0
140 27.0 390 510 PRT 770 g9 | q150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 680 7.00 720 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.56 2.93 ng 77734 Acenaphthene-d10 12.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
Abundance Scan 1679 (11.563 min): BF095649.D (-1674) (-) m/z 57.05 100.00%
57.0
5000 85.1
| a1 10 11170 1140 1160 1180
O bttt i o e e || M7z 43,10 72.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57.0
5000 LR AL BB B UL B
11.20 11.40 11.60 11.80
m/z 71.05 57.37%
o 113.0 1410 169.0 197.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
11.20 11.40 11.60 11.80
5000 85.0 m/z 85.10 39.05%

29.0
113.0 1410 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57.0 11.20 11.40 11.60 11.80
m/z 41.05 36.43%
5000 85.0
29.0
. | | Hnommlwomm
..W.H.P.“,“..P.”,”.w.“.P.” T R e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.24 3.23 ng 85746 Acenaphthene-d10 12.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1964 (13.239 min): BF095649.D (-1960) (-) m/z 57.05 100.00%
57.0
Jm o1 " 13.00 13.20 13.40 13.60
ot i o e m/z 43.10 64 .74%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105884: Octadecane
57.0

5000 T T T T T T
13. 00 13. 20 13. 40 13 60

m/z 71.05 57.91%

| ‘\ 1?01690 254.0
O ‘.“.“,.‘.‘..‘,....,....,....,....,....,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

Bmmmnmnm
5000 m/z 85.10 40.38%

113.0 1690 2250 2810 337.0 3930 4630 5610 6150

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0 13.00 13.20 13.40 13.60
m/z 41.05 27 .60%
5000
141.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 5 Tetracosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.00  3.90ng 92229  Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetracosane 338 C24H50 000646-31-1 91

2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2095 (14.010 min): BF095649.D (-2091) (-) m/z 57.05 100.00%
51.0
>0 T //L/\/V\J\J\\_JW\A
e L e
113.1 141 0167 9 13.60 13.80 14.00 14.20 14.40
O rrrprrrrttelb et e e e e || M/Z 43.05 0 69.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 850 | NI LI L L LB LB L
: 13.60 13.80 14.00 14.20 14.40
29.0 m/z 71.10 67.72%
0 JLL\MHWMMmWNMQM%wmmm%%M
A B ALAERARS AacaY aaaaes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
L Bt e et e
13.60 13.80 14.00 14.20 14.40
m/z 85.10 48 .43%
5000 85.0
29.0
o 113.0 141.0 169.0196.0  240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83023: Hexadecane
57.0 13.60 13.80 14.00 14.20 14.40
m/z 41.05 26.49%
5000 85.0
29.0
ob ||y 13014101690 197.0 226.0
T T T e e s N M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1360 13.80 14.00 14.20 14.40

8270-BF050217.M Mon Jun 05 17:56:15 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.74 3.38 ng 79783 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2219 (14.739 min): BF095649.D (-2215) (-) m/z 57.10 100.00%
57.1
>0 80 \Wj\/\ww
1130 140 1440 14150 1450 1566
01 m/z 43.05 71.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83027: Hexadecane
57.0
5000 85.0 L A B UL SURE
14.40 14.60 14. 80 15.00
20.0 m/z 71.00 64.12%
o e ey 11130 1410 1690 1070 226.0
m/z--> 25 46 éo 85 160 150 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
14.40 14.60 14.80 15.00
0
5000 85.0 m/z 85.05 41.14%
29.0

113.0 141.0 169.0 196.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0 14.40 14.60 14.80 15.00
m/z 41.00 30.21%
5000
85.0
29.0
o | | 130 1410 169.0 197.0 225.0 253.0 282.0
e e e e e e e e e e R R e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.42 2.49 ng 58772 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 2335 (15.421 min): BF095649.D (-2330) (-) m/z 57.05 100.00%
57.0
85.1
5000
1131 1414 1550 15,40 1560 1580
0! m/z 43.05 70.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000
15.20 15.40 15.60 15.80
0.0 1130 m/z 71.05 61.00%
. 080 140 1600 1970 2250 2530 2960
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300
Abundance
57.0
85.0 "' 1520 15.40 15.60 15.80
5000 m/z 85.10 52.41%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57.0 15.20 15.40 15.60 15.80
m/z 41.00 29.14%
5000 85.0
29.0 113.0
ol Ll 7Y 1410 160.0 197.0 2250 254.0
|||||||||||||||||||||||||||||||||||||||||||||||| TTT T T T T TTTT ||||||||| T _l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095649.D

Aca On : 2 Jun 2017 23:17

Operator : SJ/MA

Sample = 13440-05 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 8 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.57 36.12 ng 853751 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 2360 (15.568 min): BF095649.D (-2355) (-) m/z 74.00 100.00%
74.0
5000
43.1
143.1 LA BRI B SUNILILE B
97.1 185.2 227.2 15.20 15.40 15.60 15.80
3 N ,”...h',.-.'. Mo d21n | 1651802, L2108 ST TReT 00 72.810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74.0
5000 L N BN DU BUNILIS
43.0 15.20 15.40 15.60 15.80
143.0 2970 270.0 m/z 43.10 32.10%
o150 | Ll T s | aesol®0 . L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
15.20 15.40 15.60 15.80
5000 43.0 m/z 55.05 24 .51%
. 97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester
74.0 15.20 15.40 15.60 15.80
m/z 41.10 23.92%
5000
430 143.0
diso, Ll i 19000 | imo 20 60
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80

8270-BF050217.M Mon Jun 05 17:56:17 2017

EO-03-RO-6703-060117

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.79 4.98 ng 117642 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 _alpha.-D-Mannofuranoside, 1-0-o0... 292 C14H2806 1000159-46-9 27
Abundance Scan 2398 (15.792 min): BF095649.D (-2393) (-) m/z 73.00 100.00%

430 30
5000 129.1
97.1 213.2
151 g H1e21 256.2 15.40 15.60 15.80 16.00 16.20

o} m/z 43.00 82.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

D
o
o
I I

5000 129.0
83.0 15.40 15.60 15.80 16.00 16.20
‘ - 60 | Mz 60.00 78.77%
il

157.0 1850 213.0

4 |
Ot S Rama
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
R e REREm
15.40 15.60 15.80 16.00 16.20
5000 129.0 m/z 41.05 55.39%
97.0 199.0
157.0 242.0
0 15.0 177.0 223.0
R R RS s s o o o e e e RARRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid T T T T T
73.0 15.40 15.60 15.80 16.00 16.20
m/z 55.00 54 _.65%
43.0
5000
129.0
‘ 710 2140
ol 180\\ . 1 H“ h‘\ I e 1490 | —
IIIIIIII T IIIIIIIIIIIIIIIIIII TTT T[T —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00 16.20

8270-BF050217.M Mon Jun 05 17:56:18 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 10 Hexacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.16 ng 50996 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2437 (16.021 min): BF095649.D (-2433) (-) m/z 57.05 100.00%
57.0
85.0
5000
131141 0160.1 "' 15.80 16.00 16.20 16.40
ol T m/z 71.05 79.52%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 R U SR UL B
85.0 1580 16.00 16.20 16.40
29.0 m/z 43.05 64.01%
ol L h | ﬂ1?014101690197022502530281030903380
m/z--> éo 160 150 260 2%0 360 3%0
Abundance
57.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.05 53.07%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane LI L L BN B
57.0 15.80 16.00 16.20 16.40
m/z 55.00 30.97%
85.0
5000
29.0
J L | | F13°1410;6901970 240.0
T 1 1 T T 11 T T T L | LI B LI B T T —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
m/z--> 5'0 100 150 2(')0 251;0 3(')0 3&1;0 15.80 16.00 16.20 16.40

8270-BF050217.M Mon Jun 05 17:56:18 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.54 120.68 ng 2852550 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 2525 (16.539 min): BF095649.D (-2518) (-) m/z 67.10 100.00%
67.1
411 : AL
5000

16 20 16. 40 16 60 16. 80
178.1 220.2 263.2 294.3
[ m/z 81.05 85.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 .

16.20 16.40 16.60 16.80
m/z 55.10 63.09%

1231 1501

123.0 149.0 17g 262.0 294.0

o

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
e e
410 95.0 16.20 16.40 16.60 16.80
5000 m/z 95.10 57.28%

294.0
124.0 150.0
178.0 220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester

16.20 16.40 16.60 16.80
m/z 41.10 51.99%

L,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 20 16. 40 16 60 16. 80

5000

8270-BF050217.M Mon Jun 05 17:56:19 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095649.D

Aca On : 2 Jun 2017 23:17

Operator : SJ/MA

Sample = 13440-05 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 12 Methyl stearate Concentration Rank 5

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

16.70 15.70 ng 420289 Chrysene-di12 18.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 96
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 90
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90

Abundance Scan 2552 (16.698 min): BF095649.D (-2548) (-) m/z 74.00 100.00%
74.0
5000
43.0
1 2552 16.40 16.60 16.80 17.00
199.1 . . . . .
1711 227.2 298.3
0 m/z 87.00 72_47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74.0
5000 430 LA L L L L I L L LB LB
16.40 16.60 16.80 17.00
0
670 143.0 199.0 2550 298.0 m/z 43.05 32.74%
| ‘ J 171.0 227.0 |
O el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
16.40 16.60 16.80 17.00
5000 m/z 55.05 25.48%
28.0
143.0 255.0 298.0
o 51.0 101.0 171.0 199.0 297.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95861: Methyl tetradecanoate T R
74.0 16. 40 16. 60 16. 80 17. 00
m/z 41.05 20.82%
5000
43.0
143.0
0 15"\“’”&1710199" R e || e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 40 16. 60 16. 80 17. OO

8270-BF050217.M Mon Jun 05 17:56:20 2017

EO-03-RO-6703-060117

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095649.D

Aca On : 2 Jun 2017 23:17

Operator : SJ/MA

Sample = 13440-05 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 13 9,12-Octadecadienoic acid (... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.74 7.77 ng 207910 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 Cvclodecene 138 C10H18 003618-12-0 93
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
4 cis-7-Dodecen-1-ol 184 C12H240 020056-92-2 90
5 3-Hexadecyne 222 C16H30 061886-62-2 80

Abundance Scan 2559 (16.739 min): BF095649.D (-2556) (-) m/z 67.05 100.00%
67.0
5000 A«
231149 1176 12020 16.40 16.60 16.80 17.00
o . m/z 81.05 81.05%
m/z--> 50 100 150 200 250 300
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
41.0
5000
16.40 16.60 16.80 17.00
m/z 55.05 60.84%
‘EB-O 150.0 280.0
olL3:0 o f > 182.0209.0236.0 |
DR | R LA L AL
m/z--> 50 100 150 200 250 300
Abundance
67.0
40 16.40 16.60 16.80 17.00
5000 95.0 m/z 95.05 50.46%
138.0
L L S S L B UL S B WL
m/z--> 50 100 150 200 250 300
Abundance #178355: 2-Chloroethyl linoleate
67.0 16.40 16.60 16.80 17.00
m/z 82.05 50.36%
95.0
5000
41.0 A/\
23.0
0! \“‘E\i\ "15?'\\' ||||||26|‘3.|0||||||34|2.:J S |||| T
m/z--> 50 1 150 200 250 300 16. 40 16. 60 16 80 17. 00

8270-BF050217.M Mon Jun 05 17:56:21 2017

EO-03-RO-6703-060117

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 14 Oleic Acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.77 16.11 ng 431201 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 87
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 76
3 9-octadecenoic acid. 2.2.2-trifl... 364 C20H35F302 1000376-54-3 58
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 52
5 3-Heptafluorobytyryloxy-6-ethyld... 382 C16H25F702 1000215-97-2 49
Abundance Scan 2564 (16.768 min): BF095649.D (-2562) (-) m/z 55.10 100.00%
59.1
83.0

5000
111
139.2 1792 5901 264.2 16.40 16.60 16.80 17.00
0 m/z 69.10 84 .95%
m/z--> 50 100 150 200 250 300 350
Abundance #129338: Oleic Acid
55.0
83.0
5000
1.0 16.40 16.60 16.80 17.00
' 264.0 m/z 83.05 79 .55%
Ly om0 2220
ol i) N YA S
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
16.40 16.60 16.80 17.00
5000 m/z 41.00 75.73%
83.0
111.0
oL 270 139.0 180.0 2220 2640
e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #193101: 9-octadecenoic acid, 2,2, 2-trifluoroethyl ester T
55.0 16.40 16.60 16.80 17.00
m/z 43.10 68.16%
83.0
5000
111.0
| H { | 139.0 180.0207.0 265.0 364.0
oLl Y e R .
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095649.D

Aca On 2 Jun 2017 23:17

Operator : SJ/MA

ﬁ?ggle : 13440-05 5X EO-03-R0-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 15 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.54 2.46 ng 65887 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 53
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 50
3 Dodecane. 5.8-diethvl- 226 C16H34 024251-86-3 47
4 Decane. 3-bromo- 220 C10H21Br 030571-71-2 38
5 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 38
Abundance Scan 2695 (17.539 min): BF095649.D (-2693) (-) m/z 57.10 100.00%
57.1
5000
oML ami w01 2100 | 17301740 1760 1780
(o} ; m/z 71.10 77.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
85.0
5000 A BN SR SN
17.20 17.40 17.60 17.80
29.0 m/z 85.05 57.92%
m/z--> 20 Jo 60 éo 160 150 1&0 1éo 180 200 220 250
Abundance
57.0
17.20 17.40 17.60 17.80
5000 m/z 43.10 57.48%
85.0
29.0
Oy e "|""ﬁ%§ ?'I"" R [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83038: Dodecane, 5,8-diethyl- R A REER R
57.0 17.20 17.40 17.60 17.80
m/z 55.05 24 .61%
5000
85.0
39 197.0
0 I “ I 113 0 1410 169 0 215.0
m/z--> 20 40 éo éo 100 150 140 1éo 180 200 220 240 17.20 17.40 17.60 17.80

8270-BF050217 .M Mon Jun 05 17:56:22 2017 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060217\

Data File : BF095649.D

Acq On 2 Jun 2017 23:17

Operator : SJ/MA

3?22'6 - 13440-05 5X E0-03-RO-6703-060117
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
unknown7 .21 7.21 19.9 ng 448742 1 7.54 450388 20.0
Nonadecane 11.56 2.9 ng 77734 3 12.40 531393 20.0
Octadecane 13.24 3.2 ng 85746 3 12.40 531393 20.0
Tetracosane 14.01 3.9 ng 02229 4 14.80 472747 20.0
Hexadecane 14.74 3.4 ng 79783 4 14.80 472747 20.0
Heneicosane 15.42 2.5 ng 58772 4 14.80 472747 20.0
Hexadecanoic acid... 15.57 36.1 ng 853751 4 14.80 472747 20.0
n-Hexadecanoic acid 15.79 5.0 ng 117642 4 14.80 472747 20.0
Hexacosane 16.02 2.2 ng 50996 4 14.80 472747 20.0
9,12-Octadecadien... 16.54 120.7 ng 2852550 4 14.80 472747 20.0
Methyl stearate 16.70 15.7 ng 420289 5 18.50 535395 20.0
9,12-Octadecadien... 16.74 7.8 ng 207910 5 18.50 535395 20.0
Oleic Acid 16.77 16.1 ng 431201 5 18.50 535395 20.0
Heptadecane 17.54 2.5 ng 65887 5 18.50 535395 20.0
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