LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 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-BF040216.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 4.933 247 249 259 rBV 141534 205964 8.03% 0.926%
2 5.367 284 287 289 rBVY 2177374 2309139 90.05% 10.379%
3 6.418 376 379 381 rBVY 1845436 2431806 94.83% 10.930%
4 6.533 387 389 392 rBY 2378704 2193022 85.52% 9.857%
5 6.761 407 409 412 rBV 701607 612932 23.90% 2.755%
6 6.921 420 423 425 rBVY 1998564 1958276 76.37% 8.802%
7 7.333 456 459 461 rBV 1581197 1472902 57.44% 6.620%
8 8.053 519 522 524 rBV 618738 735846 28.70% 3.307%
9 9.127 613 616 618 rBY 2795463 2564275 100.00% 11.526%
10 9.527 648 651 653 rBV 172814 231554 9.03% 1.041%
11 9.733 667 669 673 rBV 55813 50212 1.96% 0.226%
12 9.802 673 675 677 rBV 822894 714571 27.87% 3.212%
13 9.973 686 690 693 rBV3 10739 29997 1.17% 0.135%
14 10.236 709 713 714 rBV 101462 90650 3.54% 0.407%
15 10.453 729 732 735 rBV 31966 51405 2.00% 0.231%

16 10.590 741 744 747 rBV 1312929 1194871 46.60% 5.371%
17 10.705 752 754 759 rVB 109201 120135 4.68% 0.540%

18 11.150 792 793 795 rBV 38144 33860 1.32% 0.152%
19 11.288 803 805 806 rBvV 531923 611752 23.86% 2.750%
20 11.310 806 807 809 rvB 56596 44123 1.72% 0.198%
21 11.813 850 851 857 rBvV 80395 91418 3.57% 0.411%
22 12.499 908 911 913 rBV 75329 105135 4._.10% 0.473%
23 12.602 917 920 923 rVvv3 18641 33862 1.32% 0.152%

24 12.716 927 930 934 rvVv 68304 121520 4.74% 0.546%
25 12.865 940 943 946 rBV 1894066 1774428 69.20% 7.975%

26 13.048 955 959 961 rBvV 14875 30089 1.17% 0.135%
27 13.436 990 993 996 rBV 16010 37745 1.47% 0.170%
28 13.756 1019 1021 1027 rBV2 110369 199599 7.78% 0.897%
29 13.916 1032 1035 1039 rBV 600116 664500 25.91% 2.987%

30 14.031 1042 1045 1047 rBv4 25599 52641 2.05% 0.237%
31 14.076 1047 1049 1053 rBV2 19199 39199 1.53% 0.176%
32 14.385 1074 1076 1080 rBVZ2 34824 84111 3.28% 0.378%
33 14.659 1098 1100 1106 rBV 401443 470928 18.36% 2.117%
34 14.808 1112 1113 1117 rVB 53696 67156 2.62% 0.302%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF040216.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.934 1122 1124 1127 rBV 41252 84674 3.30% 0.381%
36 14.991 1127 1129 1130 rBV 49854 53149 2.07% 0.239%
37 15.322 1156 1158 1164 rVB 346022 473159 18.45% 2.127%
38 15.517 1173 1175 1180 rBV2 37185 65840 2.57% 0.296%

39 15.734 1191 1194 1197 rBV 83651 142157 5.54% 0.639%

Sum of corrected areas: 22248602
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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\BF040416\
: BF086057.D

: 5 Apr 2016 00:29

: UM/SJ

: H2104-02

- 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF086057.D

6.53

5.37

6.92
6.42

7.33

6.76

4.93

0
Time-->

5.00

5.50

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF086057.D

12.86

10.59

9.80
8.05

11.81

1%?2@@13} 13.05 1344 |

Time-->

I
8.00

11.50 12.00 12.50

13.00 13.50

8.50

9.00 10.00 10.50 11.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF086057.D

13.92

14.66

14.844989

Time-->

17.50 18.00 18.50

14.00 14.50 15.00

15.50 16.00 16.50 17.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

4.93 6.72 ng 205964 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 249 (4.933 min): BF086057.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IBENARDENAERE N NS
| 83.1 | 460 4.80 5.00 5.20
Obrrrprrrrprrer el e e m/z 59.10 58.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R I
59.0 460 480 500 520
0,
150 4, 1010 m/z 101.10 22 .44%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 410 m/z 58.10 16.16%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L B
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.11%
5000
101.0
15.0
27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W ISR SRR MU SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.53 Concentration Rank 1

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

6.53 71.56 ng 2193020 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 389 (6.533 min): BF086057.D (-387) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 BRSNS SRR
400 541 || 78.1 | 106.1 6.20 6.40 6.60 6.80
T o L e T S T T M m/z 68.10 40.45%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN SRR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.00%
0'”'ﬂ'MHJ'WH”'P'Ji“Y%q”'P'”I””W'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
97.0 6.20 6.40 6.60 6.80
5000 m/z 66.10 25.89%
70.0
52.0
81.0 86.0 116.0
e R RS AR R RS AR RARAS RAARS SEARN SARAN EAARE SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine T ,[\. R EE e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16 .54%
5000 104.0
390 520 eeo 780
0 ‘\“ \‘ I “M‘ 920 1170
U U IULL UL SRR IR UL UL B AL SRS SRR B BRSNS SRR
m/z--> 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\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.24 2.54 ng 90650 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 713 (10.236 min): BF086057.D (-709) (-) m/z 57.10 100.00%
57.1
5000 85.1
132 1a1s "10/00 1020 10,40 1060
(o} . m/z 43.10 68.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 RN DU B BRI B
85.0 mmmmmmmm
29.0 m/z 71.10 65.25%
0 | L L 1130 1410 1690 282.0
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
57.0
L7'“|'“'|“"w"w'“
10.00 10.20 10.40 10.60
5000 m/z 85.10 47 .28%
85.0
29.0
o 113.0 141.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane Yo ./.\',\".,\ﬁ AT
57.0 10.00 10.20 10.40 10.60

m/z 41.10 30.80%

5000
85.0
I w 1130 1410 169.0 1970 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10 20 10 40 10 60

29.0 ‘
L.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.93 ng 120135 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane. 1l-iodo- 296 C12H251 004292-19-7 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 754 (10.705 min): BF086057.D (-752) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

1131 1401 1831

0! m/z 71.10 69.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LA LN L L L L L L LB
10 40 10 60 10 80 11. OO
m/z 43.10 69.35%
29 0 113.0
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnnluup.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T T
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 49 _.90%

29.0
113.0 141.0 169.0 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114972: Dodecane, 1-iodo- s e AR
57.0 10.40 10.60 10.80 11.00
m/z 41.10 31.32%
5000 85.0
29.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Trifluoroacetic acid, n-hep... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.76 6.01 ng 199599 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91

4 1-Nonadecene 266 C19H38 018435-45-5 91
5 11-Tricosene 322 C23H46 052078-56-5 91

Abundance Scan 1021 (13.756 min): BF086057.D (-1019) (-) m/z 57.10 100.00%

) 1

a1
=
[o0]

5000
. 13.40 13.60 13.80 14.00
o L 139.1 1662 1971 2341 2811 2 -
T m/z 83.10 95.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43.0
69.0
5000 LA L L L L L L L I
13.40 13.60 13.80 14.00
m/z 55.10 89.28%
ok, L 1250 1570 1820 2100
REREERERaS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 S
13.40 13.60 13.80 14.00
5000 m/z 43.10 87.83%

111.0

o 139.0 182.0 210.0

T‘Wﬁmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester T
13.40 13.60 13.80 14.00

m/z 97.10 82 .33%

%

69.0

5000

125.0

%

153.0 196.0 224.0
B e o S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.39 2.53 ng 84111 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octadecane 254 C18H38 000593-45-3 62
3 Heptadecane 240 C17H36 000629-78-7 49
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 49
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 49
Abundance Scan 1076 (14.385 min): BF086057.D (-1074) (-) m/z 57.10 100.00%
51.1
5000 V_f“vaAvaﬁ\v¢A,ﬂﬁ\.J\¢
1131 1651 1841 2101 2 3261 | 14.00 14.20 14.40 14.60 14.80
Obrrr e m/z 71.10 70.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73964: Hexadecane
57.0
5000 L SRR LR RN B
85.0 mmmmmmmmmm
29.0 m/z 43.10 63.31%
o \‘ | \‘ |, ,113.0141.0 169.0 226.0
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance
57.0
14.00 14.20 1440 14.60 14.80
5000 85.0 m/z 85.10 57.71%
i 29.0 113.0 141.0 169.0 1970 2050 254.0 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82608: Heptadecane AR B
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.10 29.24Y%
85.0
5000
29.0
0 | | L \\\11430141016901970 2400
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 350 14.00 14. 20 14.40 14. 60 14-80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.66 19.91 ng 470928 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 72
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Decanamide- 171 C10H21NO 002319-29-1 56
5 Hexadecanamide 255 C16H33NO 000629-54-9 53

Abundance Scan 1100 (14.659 min): BF086057.D (-1098) (-) m/z 59.10 100.00%

5000

14.40 14.60 14.80 15.00

294.3320.4

198.2224.2 254.2

0 m/z 72.10 74 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 ‘v—v—v—v—y—v—v—v—v—y—v—L!-rv-v—v—r‘rv—v—v—v
14.40 14.60 14.80 15.00
m/z 55.10 47 .09%
ob 2oL I 40000 taa0 2200 253070
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
R e e RmEEE ma
14.40 14.60 14.80 15.00
5000 m/z 41.10 28.95%
137.0
86.0 112.0

165.0193.0  240.0267.0294.0 337.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... L B a2 R RS
14.40 14.60 14.80 15.00
m/z 69.10 28.10%
o 91.0 141.0 170.0196.0 229.0
- IIIIIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.25 ng 53149 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83
Abundance Scan 1129 (14.991 min): BF086057.D (-1127) (-) m/z 57.10 100.00%
51.1
s MM,\_%/\\
5000 ‘
0....l,|. ll '1--'.. o o 24522032 S8 SRS sz 71.10  74.06%
m/z--> 50 1 o 150 200 250 300 350
Abundance #99477: Nonadecane
57.0
5000 85.0 AR SR PR B B
14 60 14. 80 15. oo 15.20 15.40
29.0 m/z 85.10 58.80%
ol 113.0141.0169.0197.0 268.0
o .“. ‘.‘ I I ‘l .H‘. “‘I .“ - — IZ?SIOI . ... —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
o 14160 1480 15,00 15,20 1540
5000 m/z 43.10 55.58%
29.0 113.0
0 141.0169.0197.0225.0253.0  296.0 _,I\\J\___/L,_/\‘
m/z--> éo 160 150 260 250 360 3éo
Abundance #123100: Pentadecane, 8-heptyl- I RREEEEEES T
57.0 14.60 14.80 15.00 15.20 15.40
m/z 99.10 18.78%
5000 85.0
29.0
o JJ‘JAJFW“mm% 2190 530.0266.0 3090
m/z--> % M 150 2& @ ﬁo 3% mmmmmmmmm%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.52 2.78 ng 65840 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 72
2 Cvclopentadecanol 226 C15H300 004727-17-7 58
3 Pentadecanal- 226 C15H300 002765-11-9 58
4 1.15-Pentadecanediol 244 C15H3202 014722-40-8 53
5 Z-8-Tetradecen-1-yl acetate 254 C16H3002 035835-80-4 52

Abundance Scan 1175 (15.517 min): BF086057.D (-1173) (-) m/z 82.10 100.00%

5000

3 15.20 15.40 15.60 15.80
511 "m/z 57.10 96.70%

160.1

210.1 251.2 287.2

04
m/z--> 50 100 150 200 250 300 350
Abundance #99446: Octadecanal
43.0, 82.0
5000 LA L L L L LB LB LB |

15.20 15.40 15.60 15.80
110.0 m/z 43.10 85.70%

| [1%80166,0104022207"°
(o} b it A
m/z--> 50 100 150 200 250 300 350
Abundance
55.0 82.0
B AREmmEEE R
15.20 15.40 15.60 15.80
5000 m/z 55.10 76.21%
20 109.0 208.0
137.0 180.0 '
ol bl dh b b X, o
m/z--> 50 100 150 200 250 300 350
Abundance #73898: Pentadecanal- B AREmmEEE R
82.0 15.20 15.40 15.60 15.80
41.0 m/z 96.10 70.45%
5000
09.0
o I S
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086057.D

Aca On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.73 6.01 ng 142157 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Nonadecane 268 C19H40 000629-92-5 93
3 Pentadecane. 8-hepntvl- 310 C22H46 071005-15-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1194 (15.734 min): BF086057.D (-1191) (-) m/z 57.10 100.00%
57.1
85.1
5000
J ] | | lflf11411169119612242 266.2295.1 327.2355 1 16.40 15,60 1580 16,00 _
ol iy o L e a2y T 2999, m/z 71.10 74.08%
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57.0
85.0
5000 R A B I SUNRAR
15.40 15.60 15.80 16.00
m/z 85.10 57 .56%
29.0 113.0
0 \‘ \‘ ‘\ “\ I I ‘\‘ . “14‘10‘16901970 2400
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 43.10 52.85%
29.0
. 113.0141.0169.0197.0225.0  268.0 AAﬁkajkvajk_Ath\Jd,/L
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- AN B B
57.0 15.40 15.60 15.80 16.00
m/z 55.10 20.46%
5000 85.0
29.0
0 L ‘ M L\“?O.m 0160.0 %190 530.0266.0 300.0
m/z--> 50 100 150 260 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040416\
Data File : BF086057.D

Acq On : 5 Apr 2016 00:29

Operator : UM/SJ

Sample : H2104-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.M
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... 4 .93 6.7 ng 205964 1 6.76 612932 20.0
unknown6 .53 6.53 71.6 ng 2193020 1 6.76 612932 20.0
Eicosane 10.24 2.5 ng 90650 3 9.80 714571 20.0
Heneicosane 10.70 3.9 ng 120135 4 11.29 611752 20.0
Trifluoroacetic a... 13.76 6.0 ng 199599 5 13.92 664500 20.0
Hexadecane 14.39 2.5 ng 84111 5 13.92 664500 20.0
9-Octadecenamide, ... 14.66 19.9 ng 470928 6 15.32 473159 20.0
Nonadecane 14.99 2.3 ng 53149 6 15.32 473159 20.0
Octadecanal 15.52 2.8 ng 65840 6 15.32 473159 20.0
Heptadecane 15.73 6.0 ng 142157 6 15.32 473159 20.0
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