LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/1Z

Sample : G3654-04

Misc :

ALS Vial : 13 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-BF090115.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 1.440 8 9 15 rBV 231658 590193 17.04% 2.706%
2 1.531 15 17 59 rvB 1005501 3463635 100.00% 15.880%
3 4.480 270 275 293 rVB 319528 977083 28.21%  4.480%
4 4.914 310 313 319 rVvB 33207 60263 1.74% 0.276%
5 5.349 347 351 372 rBVY 908281 1703898 49.19% 7.812%
6 7.612 545 549 553 rBY 892796 1727489 49.88% 7.920%
7 7.703 553 557 560 rvB 1035550 1733781 50.06% 7.949%
8 7.840 565 569 574 rvB2 18347 52889 1.53% 0.242%
9 8.183 596 599 603 rBV 197214 303996 8.78% 1.394%
10 8.515 624 628 631 rBY 767853 1251306 36.13% 5.737%

11 8.743 645 648 654 rBB 93832 151330 4._.37% 0.694%
12 9.486 708 713 716 rBV 594208 1137013 32.83% 5.213%
13 11.086 849 853 854 rBvV 222742 399954 11.55% 1.834%
14 11.132 854 857 865 rvB 426331 693178 20.01% 3.178%
15 12.789 998 1002 1007 rBB 95890 168754 4.87% 0.774%

16 12.995 1016 1020 1025 rBB 78099 140925 4_.07% 0.646%
17 13.727 1079 1084 1087 rBV 928869 1777265 51.31% 8.148%

18 14.458 1145 1148 1151 rBV 21044 36554 1.06% 0.168%
19 14.778 1173 1176 1181 rVB 161179 275861 7.96% 1.265%
20 14.858 1181 1183 1186 rBV 26511 46948 1.36% 0.215%

21 15.213 1210 1214 1218 rBV2 247927 416263 12.02% 1.908%
22 17.121 1376 1381 1384 rBV 684321 1216470 35.12% 5.577%
23 18.721 1516 1521 1523 rBV 253569 451160 13.03% 2.068%

24 18.767 1523 1525 1529 rVV 47259 74468 2.15% 0.341%
25 20.116 1640 1643 1646 rBvV 20935 34818 1.01% 0.160%
26 20.482 1671 1675 1682 rBV 95780 203943 5.89% 0.935%
27 21.476 1760 1762 1764 rBV 36898 43181 1.25% 0.198%
28 21.522 1764 1766 1768 rVB 93857 114756 3.31% 0.526%
29 21.876 1795 1797 1804 rBV 55018 89113 2.57% 0.409%

30 22.082 1812 1815 1817 rBV 1181224 1668412 48.17% 7.649%
31 23.328 1921 1924 1925 rBV2 92638 141579 4_.09% 0.649%

32 23.351 1925 1926 1929 rVB 345214 375161 10.83% 1.720%
33 24.791 2050 2052 2055 rBV 297880 289596 8.36% 1.328%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/1Z

Sample : G3654-04

Misc :

ALS Vial : 13 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 21811235
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/I1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081655.D

7.70
1000000 183

5.35 7.d1

800000 8.51

600000 9.49

400000
4.48

1.4

200000 8.18
8.74
4.91 7.84

e T e R -

Time--> 150 200 250 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00
Abundance TIC: BF081655.D

1000000 13.73

800000
17.12

600000

11.13
400000

11/09 15.21 18.72

200000 14.78
1243 00
L 14.46 14.86

(O e e LI T LA e e s UL L B e o

Time--> 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: BF081655.D
22|08

18.77

1000000
800000
600000

400000 23.35
24.79

200000
20.48 21.52
20.12 JL 2148 21.88

0 P N A
LI e e N O (L B e L L B LI e B B B B B B B B B B

Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50

23(33

LA
T T T
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/I1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.48 64 .28 ng 977083 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 275 (4.480 min): BF081655.D (-270) (-) 43.05 100.00%

43
59
5000
101

4.20 4.40 4.60 4.80

83
eSSl 8 | w/z 59.10 55.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LRI L L L L LB LB LB L
420 4.40 4.60 4.80
m/z 101.10 13.95%
25 3 a7, | 83 o3 %
I LA B L AL e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R
420 4.40 4.60 4.80
5000 m/z 58.10 13.50%
41
29 101
53 73 86
A B B s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e S EEmma E
59 4.20 4.40 460 480

m/z 41.10 9.22%

5000 41
31
‘ 69 &7
15 M‘ Ll syl ‘ \ 98

m/z--> 10 20 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/I1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 unknown7.70 Concentration Rank 2

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

7.70 114.07 ng 1733780 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 557 (7.703 min): BF081655.D (-553) (-) m/z 132.10 100.00%
132
5000 68
IR | R S T 78 780 5ho
rerrrrrprerrreee A Sl e 87 L S s W Tm/z 68.10 49.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U I I U I
7.40 7.60 7.80 8.00
a1 70 m/z 66.05 33.94%
4451 60 | 77 g5 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 134.10 32.60%
3144 51 8
wwmmwmfrwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R RmE L
132 7.40 7.60 7.80 8.00
m/z 69.10 19.96%
5000

63
15 28 39 52 7 90 1M 44

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/I1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 cis-_beta.-Methylstyrene Concentration Rank 12

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

7.84 3.48 ng 52889 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-.beta.-Methylstyrene 118 C9H10 000766-90-5 92
2 Benzene, 1l-ethenyl-3-methyl- 118 C9H10 000100-80-1 89
3 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 86
4 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
5 Indane 118 C9H10 000496-11-7 64

Abundance Scan 569 (7.840 min): BF081655.D (-565) (-) m/z 117.10 100.00%
117
5000 91
105 DS I VA W W
3|9 51 g 65 o 7.60 7.80 8.00 8.20
e e e e e e e e | M/ 118.10  89.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8693: cis-.beta.-Methylstyrene
117
5000 e
91 7.60 7.80 8.00 8.20
m/z 115.10 44 _65%
, 39 3 77 103
"P%$W'”'P'”h'”'N'JIAMW'HHPg”“”'Wﬂ”'P'”I”'W
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance
117
760 7.80 800 8.20
5000 m/z 91.10 43.61%
91
39 51 63 77 103
S - RO AN UL - M
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 A
Abundance #8694: Benzene, 1-ethenyl-4-methyl- R e i maa
117 7.60 7.80 8.00 8.20
m/z 105.10 28.75%
5000 o1
39
51
27 77 103 /\
"P%$W"“I'”'M”"N'leu”l'”uv§?“"”IH”'P'l“"”l \ 'A' IS S L
m/z--> 10 20 30 40 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/I1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Indene Concentration Rank 6

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

8.74 9.96 ng 151330 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 95
2 Benzene, 1-propynyl- 116 C9HS8 000673-32-5 91
3 Benzene,l-ethynyl-2-methyl- 116 C9HS8 000766-47-2 91
4 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 90
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 86

Abundance Scan 648 (8.743 min): BF081655.D (-645) (-) m/z 115.10 100.00%
115
5000
39 5 6|3 » 8|9 840 860 880 9.00
o L e n o = = St W m/z 116.10 93.00%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8167: Indene
116
5000 SR SRR SRS LR
8.40 8.60 8.80 9.00
o m/z 63.00 17.09%
A D e
miz--> A S N NP A
Abundance
115
840 860 880 9.00
5000 m/z 89.10 16.46%
27 39 515703 74 8 98 100
miz--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8174: Benzene, 1-ethynyl-2-methyl- SN /) MRS £
115 8.40 8.60 8.80 9.00
m/z 39.10 8.95%
5000
RN ?ﬁ'|??"|'%§'lh"'|l‘ﬂ"l'l"|""|"'q8|""|""|"" IS SRR SRS LR
m/z--> 20 30 40 50 80 90 100 110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/I1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.48 9.04 ng 203943 Phenanthrene-d10 18.72
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1675 (20.482 min): BF081655.D (-1671) (-) m/z 43.10 100.00%

43 60 44
5000
‘ 129 N A
97 |
115 157 171 185 20.20 20.40 20.60 20.80
I 1 ‘ T“ by 0 L ws ,...1.9,9...|.,2IZI7..,..?“??. m/z 60.00 91.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 L UL UL SRR B

20 20 20. 40 20 60 20 80
m/z 55.10 83.79%

129 256
\\ \ H \H 98 }}5 \ 143157171185199213227239
e s o LU R
miz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
29 20.20 20.40 20.60 20.80
5000 m/z 73.00 82.72%
o 129 242

199
98 115 ' 1431571711857 213595
U | T A S i R e N

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

—

Abundance #65562: Tridecanoic acid R e A Rma
43 60 783 20.20 20.40 20.60 20.80
m/z 57.10 79 .50%
5000
29
129

“ 115 ‘ 171185 214

(! Hh‘H\\\M\ 1Lt | 3157 197 |
R RARE |'“'w'“|“'w'“'w'“|“"'“"'“|““|' AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/I1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 1-Tridecyne Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.48 2.30 ng 43181 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tridecyne 180 C13H24 026186-02-7 72
2 1-Tetradecyne 194 C14H26 000765-10-6 64
3 5-Undecyne 152 C11H20 002294-72-6 64
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 53
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 52
Abundance Scan 1762 (21.476 min): BF081655.D (-1760) (-) m/z 67.10 100.00%
7
55 81
41 95
5000
n Py
123 : : : :
s . m/z 55.10 77.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42727: 1-Tridecyne
81
43 67
55
5000 95
- 21.20 21.40 21.60 21.80
109 m/z 81.10 77 .56%
15 \‘ RV O 0 Y L L L 128 137 151 165 170
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81
43 67 "'w"'w"w"'w'A“
55 21.20 21.40 21.60 21.80
5000 95 m/z 95.10 57 .15%
29
109
15 123 137 151 165
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24270: 5—Undecyne L L B N BB |/|\| T
67 81 21.20 21.40 21.60 21.80
m/z 41.10 56.98%
95
5000 41
29 ‘ ‘ 109 4,0
— II‘I‘I I\I\‘I : ;‘l‘l .“.‘. "‘i " .‘.‘.‘l : .“. : I" : .1.37.}5&2. R
m/z--> 20 40 60 80 100 120 140 160 180 21.20 21.40 21.60 21.80

8270-BF090115.M Thu Sep 17 14:07:13 2015 S Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/I1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 9-Octadecenoic acid (Z)-, m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.52 6.12 ng 114756 Chrysene-d12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 95
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 87
3 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 83
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 80
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 72

Abundance Scan 1766 (21.522 min): BF081655.D (-1764) (-) m/z 55.05 100.00%

5000

21.20 21.40 21.60 21.80
m/z 41.10 62.28%

137152 180

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115452: 9-Octadecenoic acid (Z)-, methyl ester

69

5000
21.20 21.40 21.60 21.80

m/z 43.10 59.30%

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

55

69 21.20 21.40 21.60 21.80
5000 83 m/z 69.05 46 .01%

29 98 264

123 222
137152 180 57036 278 296

WWWWWWWTWWW

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

Abundance #99348: 7-Hexadecenoic acid, methy! ester, (2)- R RBRAE s R EIARY S R,
21.20 21.40 21.60 21.80

m/z 57.10  40.74%

74
5000

110

137152 179194 513236 968

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/I1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 13 Tridecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.88 4.75 ng 89113 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 38
Abundance Scan 1797 (21.876 min): BF081655.D (-1795) (-) m/z 43.10 100.00%
43 55
5000
I T i - 180 2180 2200 2220
111 : : : :
— |' |.||...|,....,..|..,....,.1.7.1.,....,...?29...2f‘.1. m/z 55.10 88.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65566: Tridecanoic acid
60 78
43
5000
129 21.60 21.80 22.00 22.20
29 ‘ 8 o 115 1 2 m/z 57.10 86.13%
..%Z.d..hb.fﬂw.thfmt.ﬂw..wt,a.u.,u%sz,..k.,..??7....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
21.60 21.80 22.00 22.20
5000 43 m/z 60.00 82.35%
29 85 129 143
115 186
15 o1 1574169
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1éo 260 250 250
Abundance #75072: Tetradecanoic acid N S A
60 78 mmmmnmnm
43 m/z 73.10 78.65%
5000 129
185
29 85
97 115 | 143 __171 228
.?'.Sl .‘.‘. -‘i‘ﬁ‘- Allltl WL IHMHI .‘l‘”l‘. .“k“l - L I" ; fl??.‘.‘. 'I L I]'IQ‘QIZI]I.]I.I ; l RRE . . S A . S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 21. 60 21. 80 22. oo 22 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081655.D

Acq On : 16 Sep 2015 18:37

Operator : UM/1Z

Sample : G3654-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.48 64.3 ng 977083 1 8.18 303996 20.0
unknown7 .70 7.70 114.1 ng 1733780 1 8.18 303996 20.0
cis-.beta.-Methyl. .. 7.84 3.5 ng 52889 1 8.18 303996 20.0
Indene 8.74 10.0 ng 151330 1 8.18 303996 20.0
n-Hexadecanoic acid 20.48 9.0 ng 203943 4 18.72 451160 20.0
1-Tridecyne 21.48 2.3 ng 43181 5 23.35 375161 20.0
9-Octadecenoic ac... 21.52 6.1 ng 114756 5 23.35 375161 20.0
Tridecanoic acid 21.88 4.8 ng 89113 5 23.35 375161 20.0
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