LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 height area % max. total
1 5.053 239 242 249 rVB 243587 427076 10.46% 1.131%
2 5.453 274 277 280 rBV 2604314 3843412 94.17% 10.177%
3 6.493 364 368 370 rBV 3044298 3923366 96.13% 10.389%
4 6.619 376 379 382 rBV 2954191 3833591 93.93% 10.151%
5 6.847 397 399 402 rBY 806866 849446 20.81% 2.249%
6 7.007 410 413 416 rBV 2863886 2874740 70.43% 7.612%
7 7.419 446 449 451 rBV 2279951 2495531 61.14% 6.608%
8 8.139 509 512 514 rBV 1168348 1168419 28.63% 3.094%
9 9.213 603 606 609 rBvY 3720387 4081475 100.00% 10.808%
10 9.602 638 640 642 rBVY 422631 506393 12.41% 1.341%
11 9.819 657 659 663 rBV 57201 70162 1.72% 0.186%

12 9.887 663 665 668 rvB 1306808 1228200 30.09% 3.252%
13 10.322 699 703 705 rvB2 151412 146594 3.59% 0.388%
14 10.539 719 722 725 rBV 45476 75137 1.84% 0.199%
15 10.688 731 735 737 rBV2 1925972 2917665 71.49% 7.726%

16 10.790 743 744 751 rVB 123429 188341 4.61% 0.499%

17 11.248 782 784 785 rBV 65752 87285 2.14% 0.231%
18 11.373 793 795 797 rBV 1474418 1269646 31.11% 3.362%
19 11.442 797 801 804 rvB2 24971 49326 1.21% 0.131%
20 11.899 839 841 849 rBV3 141690 233004 5.71% 0.617%
21 12.688 908 910 916 rBV 62043 91824 2.25% 0.243%
22 12.779 916 918 920 rBV 553082 471414 11.55% 1.248%
23 12.836 920 923 924 rBV2 49790 54180 1.33% 0.143%
24 12.962 931 934 936 rBV 3854046 3903654 95.64% 10.337%
25 13.191 951 954 956 rBV 96296 90053 2.21% 0.238%

26 13.488 978 980 982 rBV 292557 297642 7.29% 0.788%
27 13.534 982 984 985 rBV 101911 104945 2.57% 0.278%
28 13.865 1010 1013 1021 rBV 241927 517684 12.68% 1.371%
29 14.002 1023 1025 1028 rVB 821975 868764 21.29% 2.300%

30 14.174 1038 1040 1043 rBV 100350 93501 2.29% 0.248%
31 14.482 1064 1067 1068 rBV 55241 64921 1.59% 0.172%
32 14.779 1090 1093 1095 rVB 52756 63335 1.55% 0.168%
33 15.099 1118 1121 1124 rBV 48204 53249 1.30% 0.141%

34 15.431 1147 1150 1157 rVB 583478 771970 18.91% 2.044%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.980 1193 1198 1201 rBV6 14825 48464 1.19% 0.128%

Sum of corrected areas: 37764409
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085606.D

3500000

6.4
3000000 862 ;01

5.45
2500000

7.42
2000000
1500000

1000000 6.85

500000

5.05

O T e e e e e
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: BF085606.D

3500000
3000000
2500000

2000000 10.69

11.37
1500000 9.89

1000000

9.60 12.78
500000 . 13.49

10.32 0.79 11.90 13.19 .53
9 4105 lZIJ.\LZ 1.44 A 12. ,8z\r . I@A

oA e A e e A A A e T A TA

T
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085606.D

3500000
3000000
2500000
2000000
1500000
1000000{ 14.00

15.43

500000
B.87

14,L17 14.48 14.78 15.10 15.98

0 e B, B

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.05 10.06 ng 427076 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 242 (5.053 min): BF085606.D (-239) (-) m/z 43.10 100.00%
a3
59
5000
101 e —r—— S
51 | 83 4.80 5.00 5.20 5.40
N S U, m/z 59.10 59.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L S IS I
59 480 500 520 540
m/z 101.10 24 _00%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.96%
68
50 126 142
wﬂmﬂwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3950: 2,3-Butanedione, monooxime e B
43 4.80 5.00 5.20 5.40
m/z 41.10 9.08%
5000
101
15 58
LB T eo s |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540

8270-BF031816.M Mon Mar 21 17:31:29 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.62 Concentration Rank 1

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

6.62 90.26 ng 3833590 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 379 (6.619 min): BF085606.D (-376) (-) m/z 132.10 100.00%
132
5000 68
6 TrrrJrrrr[prrrryrrrr|rri
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,....,".'..?,:.'..??...' ot b g el || M/Z 68.10  40.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR AR RN
6.20 6.40 6.60 6.80 7.00
78 m/z 134.10 32.25%
1, | 1
s B B B o % % 1 110 1% 1% 1k
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 25.50%
41 97
53 2 117
34 60 89 105 124
wwmmrmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R EmamnEa R S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.39%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Decane, 2,3,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.39 ng 146594 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 703 (10.322 min): BF085606.D (-699) (-) m/z 57.10 100.00%
g7
5000 85
4

10.00 10.20 10.40 10.60
m/z 43.10 72.34%

113 141 169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45605: Decane, 2,3,5-trimethyl-
57
5000 85 TT [T T I T [T T T T[T T T T[T TTT]
10.00 10.20 10.40 10.60
4 141 m/z 71.10 66.62%
B - T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 10.00 10.20 10.40 10.60
5000 m/z 85.10 43 .75%
41
113
26 141 169 197 225 253268 296
wmmﬁm‘mmwrrﬂrﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 \«
Abundance #91041: Heptadecane, 8-methyl- LA REa S
57 10.00 10.20 10.40 10.60
m/z 41.10 33.50%
85
5000
4
154
‘ L g ‘ | 169 106211 239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. OO 10 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.79 2.97 ng 188341 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 744 (10.790 min): BF085606.D (-743) (-) m/z 57.10 100.00%

g7
43 71

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.10 69.75%

99

113127141155

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 llllllll TTTT llllll
85 10 40 10. 60 10. 80 11. OO 11. 20
29 m/z 71.10 66.46%
99
| L L %9113127141155169 282
T T T T I e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R AR EEEEEE RS e e
71 10.40 10.60 10.80 11.00 11.20
5000 a5 m/z 85.10 41.27%
29 9

9

113127141155169183 212
wmﬁmwwwmwm

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

Abundance #55008: Tetradecane A w S L e
57 10.40 10.60 10.80 11.00 11.20
43 m/z 41.10 33.09%
71
5000 85
29

| 99113127141 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.67 ng 233004 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 25
Abundance Scan 841 (11.899 min): BF085606.D (-839) (-) m/z 73.10 100.00%
43 oo 1B
5000
129
T s 143157171185 19q 213 11.60 11.80 12.00 12.20
— 199 AT &8 m/z 43.10 90.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid L/L%
43
60 73 /WM
5000 LRI B B SULBLE SRR
nmnmnmnm
m/z 60.10 81.40%
HJHWW%\Wmmmmmmm%
m/z--> 25 Jo 60 80 100 150 150 160 180 200 220 240 260
Abundance
60 73
43 '11.60 11.80 12.00 1220
5000 m/z 57.10 70.24%
129
29 g7 115 171 214
15 101 152 185 49
m/z--> 25 Jo éo 85 160 150 150 160 1§0 200 220 250 2éo
Abundance #83683: Pentadecanoic acid L B e
43 6 11.60 11.80 12.00 12.20
m/z 55.10 68.72%
29
5000
| ‘M 143157171185 /\A\Vka,\¢vA\va_\_w;_v
m/z--> "éblllxd" 60 80 100 120 140 160 180 200 220 240 260 'ii éolii éolié dd 15 éd"
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.11 ng 91824 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 Lactose 342 C12H22011 000063-42-3 38
3 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 18
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 18
5 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 15
Abundance Scan 910 (12.688 min): BF085606.D (-908) (-) m/z 73.10 100.00%

~
W
=
(o]
()]
N
=

5000 129
4
llh | | 284 12.40 12.60 12.80 13.00
L T — m/z 43.10 85.70%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #75071: Tetradecanoic acid
73
129 12.40 12.60 12.80 13.00
1&ﬁ28 m/z 60.00 81.90%

\‘u “M I \

m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance

73

12.40 12.60 12.80 13.00
5000 m/z 57.10 77.24%

131
191233275 325

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

%-

Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57 12.40 12.60 12.80 13.00
m/z 55.10 69.49%
5000
11
11| | 155197239281323365 415457499541583628670713755 835
_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l_

IIJIIIIIIIIIIIIIIII IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.78 10.85 ng 471414 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 83
3 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 35
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35

Abundance Scan 918 (12.779 min): BF085606.D (-916) (-) m/z 56.10 100.00%
56
5000
4 73 N
129 e A e
L ||. o, 157 185 213 23 257 a1 12.40 12.60 12.80 13.00

S K m/z 57.10 55.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester

56

5000
41 12.40 12.60 12.80 13.00

m/z 43.10 40.30%
2 1l ‘ H b bl 157 18\5 213 ‘ L 283 312
””,”..”.P”q.”q”u,””.”..”..”.”” A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12.60 12.80 13.00
5000 41 m/z 41.10 35.93%
73
129
26 9112 157 185 213 23927 o5 315
mﬁmmmﬁmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- AR EaaE e e e ]
56 12.40 12.60 12.80 13.00

m/z 55.10 31.04%

5000
41

bl 8 11 10 168 196

& b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.07 ng 90053 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
Abundance Scan 954 (13.191 min): BF085606.D (-951) (-) m/z 57.10 100.00%
g7
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11 1134 141 169 12.80 13.00 13.20 13.40 13.60
B e L o A et et e m/z 71.10 74.48%
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57
85
5000 NN AR BN B
12.80 13.00 13.20 13.40 13.60
29 m/z 43.10 62.19%
| L [ i A1}3d1?1‘169 197 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 12.80 13.00 13.20 13.40 13.60
5000 m/z 85.05 54 _.88%
29
13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #155178: Octacosane L Eammasme e
57 12.80 13.00 13.20 13.40 13.60
m/z 41.10 26.11%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
Trr 1 rrrrrrrrtrrr - rrrry T —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 ' 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.49 6.85 ng 297642 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 59
3 n-Butyl myristate 284 C18H3602 000110-36-1 58
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 980 (13.488 min): BF085606.D (-978) (-) m/z 56.10 100.00%
56
5000
M 3 129 2255
o ‘ 185 241 \ 13.20 13.40 13.60 13.80
3 . . . .
_— I| Ml 297, 1213 T L 30 57,10 60.49%
m'z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 RN AR RN RN AR
13.20 13.40 13.60 13.80
29| [ 13 120 - m/z 43.10  39.08%
97 267
— ‘: \I‘ T ‘M \N‘ I\M\I \hl\ I\ \hl 157 ' ]:8\§ |2|13| szl . ‘: I\‘I |3:|I-1| |34i.0|
mz--> 50 100 150 200 250 300
Abundance
57
113.20 13.40 13.60 13.80
5000 m/z 41.10 33.84%
29 267285
83
' g 185 3 241 310 340
mz--> " 'so 100 150 200 250 300
Abundance #108844: n-Butyl myristate = ===t
56 13.20 13.40 13.60 13.80
m/z 73.10 33.31%
5000 229
73
129
101 85 284
III3\IIM‘U“Ix“\lwhlllu‘\l ‘: |‘15|7|‘|‘|||“|‘| |‘25|5||‘||||||| PNV LSSV Sy
mz--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.42 ng 104945 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 984 (13.534 min): BF085606.D (-982) (-) m/z 57.10 100.00%
57
85
5000
113
141 169 13.20 13.40 13.60 13.80
S “-.'|,.'1.1.~',‘.'...?0.7...,....,....,...., m/z 71.10 76.24%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 NSNS AR AR
13.20 13.40 13.60 13.80
29 113 m/z 85.10 58.12%
\‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
13.20 13.40 13.60 13.80
5000 85 m/z 43.10 57 .57%
29
13 m 169 197 225 254
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #155178: Octacosane R BE e e S
57 13.20 13.40 13.60 13.80
m/z 41.10 21.89%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 13!20 13!40 13!60 13!80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 12 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 11.92 ng 517684 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
2 1-Pentadecanol 228 C15H320 000629-76-5 76
3 1-Nonadecene 266 C19H38 018435-45-5 76
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 74
5 1-Docosene 308 C22H44 001599-67-3 74
Abundance Scan 1013 (13.865 min): BF085606.D (-1010) (-) m/z 57.10 100.00%
57
43 83 97
5000
125 13,60 13.80 14.00 14.20
139 154 : : : :
SN 109183196 m/z 43.10 75.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
5000 L B B U SN
13.60 13.80 14.00 14.20
195 m/z 83.10 74 .14%
139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55 69 83
97 SR PN SR BRI U
13.60 13.80 14.00 14.20
5000 11 m/z 55.10 67.28%
27 125
139154167182 210
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene B A e

13.60 13.80 14.00 14.20
m/z 97.10 66.67%

5000

125

F

139154168182196210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085606.D

Acq On : 20 Mar 2016 8:58

Operator : UM/SJ

Sample : H1815-08

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 10.1 ng 427076 1 6.85 849446 20.0
unknown6 .62 6.62 90.3 ng 3833590 1 6.85 849446 20.0
Decane, 2,3,5-tri... 10.32 2.4 ng 146594 3 9.89 1228200 20.0
Eicosane 10.79 3.0 ng 188341 4 11.37 1269650 20.0
n-Hexadecanoic acid 11.90 3.7 ng 233004 4 11.37 1269650 20.0
Tetradecanoic acid 12.69 2.1 ng 91824 5 14.00 868764 20.0
Hexadecanoic acid... 12.78 10.9 ng 471414 5 14.00 868764 20.0
Heptadecane 13.19 2.1 ng 90053 5 14.00 868764 20.0
Octadecanoic acid... 13.49 6.8 ng 297642 5 14.00 868764 20.0
Heneicosane 13.53 2.4 ng 104945 5 14.00 868764 20.0
Trichloroacetic a... 13.87 11.9 ng 517684 5 14.00 868764 20.0
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