LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 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-BF111214.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

1.361 23 24 56 rvB3 172863 1097083 34.33% 3.078%
1.761 56 59 62 rvv 499943 792258 24 .79% 2.223%
rvv 154223 309969 9.70% 0.870%
1.967 73 77 102 rVB2 1282317 3195559 100.00% 8.966%
5.339 370 372 377 rVB 169484 187924 5.88% 0.527%
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6 5.830 413 415 418 rBvV 563951 743547 23.27% 2.086%
7 6.996 515 517 519 rBV 593423 524676 16.42% 1.472%
8 7.087 523 525 527 rvVv 561809 465229 14.56% 1.305%
9 7.259 537 540 542 rBV 1494756 1470722 46.02% 4.127%
10 7.545 563 565 568 rBvV 257578 286988 8.98% 0.805%
11 7.739 579 582 584 rBV2 1540014 1842909 57.67% 5.171%
12 8.048 607 609 612 rVvB2 35276 38023 1.19% 0.107%
13 8.242 623 626 628 rBVY 1231233 1179104 36.90% 3.308%
14 8.790 672 674 677 rVB 26805 35287 1.10% 0.099%
15 9.133 701 704 706 rBV 337647 389189 12.18% 1.092%
16 9.168 706 707 709 rvB 39240 35216 1.10% 0.099%
17 9.282 714 717 719 rBV 51167 48529 1.52% 0.136%
18 9.339 720 722 724 rBV 178565 147355 4.61% 0.413%
19 9.431 727 730 733 rBV 59249 75727 2.37% 0.212%

20 9.705 752 754 757 rVB 383317 430639 13.48% 1.208%

21 10.013 779 781 784 rBV2 79045 164569 5.15% 0.462%
22 10.059 784 785 792 rVvV 102663 109260 3.42% 0.307%
23 10.151 792 793 796 rvV 55702 63212 1.98% 0.177%
24 10.219 796 799 801 rvv 97873 129081 4._.04% 0.362%
25 10.276 802 804 807 rvv 395199 495858 15.52% 1.391%

26 10.368 809 812 816 rvv3 45049 81874 2.56% 0.230%
27 10.471 819 821 824 rvB 1739802 2053221 64.25% 5.761%
28 10.699 839 841 843 rBV 2629767 2841378 88.92% 7.972%
29 10.745 843 845 852 rvv 395560 634347 19.85% 1.780%

30 10.848 852 854 856 rvB 32057 36964 1.16% 0.104%
31 11.054 870 872 874 rBV 1722033 1660152 51.95% 4.658%
32 11.088 874 875 878 rVB 44577 43197 1.35% 0.121%
33 11.248 887 889 892 rvB 41244 58546 1.83% 0.164%

34 11.305 892 894 896 rBvV 386160 460979 14.43% 1.293%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF111214.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.339 896 897 899 rvv 464762 352060 11.02% 0.988%

36 11.408 899 903 906 rvv2 1756160 2073158 64.88% 5.817%
37 11.465 906 908 910 rVvV 1340089 1563606 48.93% 4_387%
38 11.534 913 914 917 rvv2 63150 106776 3.34% 0.300%
39 11.579 917 918 923 rVB2 36352 53409 1.67% 0.150%
40 11.739 930 932 938 rBV3 43570 79488 2.49% 0.223%

41 11.888 943 945 947 rvV 120104 125583 3.93% 0.352%
42 11.968 949 952 954 rvv 234135 256960 8.04% 0.721%
43 12.025 954 957 961 rvv2 118430 179806 5.63% 0.504%
44 12.094 961 963 966 rVB 1767321 2160758 67.62% 6.063%
45 12.254 973 977 978 rBV2 38427 65206 2.04% 0.183%

46 12.288 978 980 983 rVvVv 1259442 1304629 40.83% 3.661%
47 12.345 983 985 987 rvv 81451 125376 3.92% 0.352%
48 12.425 987 992 999 rvv3 84803 345353 10.81% 0.969%

49 12.528 999 1001 1007 rvVB4 22612 67489 2.11% 0.189%
50 12.974 1037 1040 1041 rBV2 28430 54755 1.71% 0.154%
51 13.157 1053 1056 1059 rBV 472499 447969 14.02% 1.257%
52 13.408 1076 1078 1079 rBV 41844 38855 1.22% 0.109%
53 13.557 1089 1091 1094 rVB2 33106 37667 1.18% 0.106%
54 13.694 1100 1103 1105 rVB 184253 163966 5.13% 0.460%
55 13.911 1120 1122 1124 rVB 52341 64915 2.03% 0.182%
56 14.951 1211 1213 1215 rBV 25385 31991 1.00% 0.090%

57 15.157 1228 1231 1233 rBV 1953747 2329866 72.91% 6.537%
58 15.774 1283 1285 1288 rBV 232806 455285 14.25% 1.277%
59 16.448 1341 1344 1347 rBV 497822 491539 15.38% 1.379%
60 16.643 1358 1361 1366 rBV 26369 60854 1.90% 0.171%

61 18.174 1492 1495 1498 rBV 355683 474573 14.85% 1.332%

Sum of corrected areas: 35640463
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF111414\

BF075527.D

15 Nov 2014  8:18

™ /7 JJ

F4737-01

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

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

5.34 13.10 ng 187924 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 7
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 5

Abundance Scan 372 (5.339 min): BF075527.D (-370) (-) m/z 43.00 100.00%
43
5000 59
101 AN R A L U
5.00 520 5.40 5.60
Obrrrrrr il 8388 | n/z 59.00  48.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN UL AR L UL B
59 500 5.20 540 560
m/z 58.00 15.72%
15 31 101
o | 2577 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
500 520 540 560
5000 m/z 101.00 13.43%
58
15 27 a7 72 100
G S R UL R UL RS IR LS IS SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5953: 5-Oxohexanenitrile B e R
43 5.00 520 5.40 5.60
m/z 41.00 9.39%
5000
oL B2 gl 5258 8 g e 110
mz-> 10 20 30 40 50 60 70 80 90 100 110 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 6 unknown7.26 Concentration Rank 3

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

7.26 102.49 ng 1470720 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 540 (7.259 min): BF075527.D (-537) (-) m/z 132.00 100.00%
32
5000 68
6 U R UL UL
40 54 75 104 7.00 7.20 7.40 7.60
o....,...:I'!.f‘ﬁ::..,‘?zal-.',..'..,..5.‘?,..!.,.-:..,.1.1?.,....,~'...,.. m/z 68.10 35.92%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR UL UL SRR
7.00 7.20 7.40 7.60
78 m/z 134.00 33.13%
31 38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 7.20 7.40 7.60
5000 67 m/z 66.00 22.11%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e T R w s )
132 7.00 7.20 7.40 7.60
m/z 69.10 13.07%
5000
63 81
o 3137 44 50 57 74 88 101 112
s 3 a o % % 180 110 Do 10 10 700 720 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Cycloheptanemethanol Concentration Rank 20

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

9.34 7.57 ng 147355 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptanemethanol 128 C8H160 004448-75-3 50
2 trans-2.4-Dimethvithiane. S.S-di... 162 C7H1402S 1000215-67-6 47
3 Cvclopentane. 1.2-dimethvl-3-(1-... 140 C10H20 000489-20-3 47
4 Cvclopentane. (l-methvibutvl)- 140 C10H20 004737-43-3 47
5 Dichloroacetic acid, l-cyclopent... 224 C9H14Cl1202 1000282-56-3 47

Abundance Scan 722 (9.339 min): BF075527.D (-720) (-) m/z 55.10 100.00%
55
97
5000 41 69
81
100110 o 176 9.00 920 940 9.60
0’ e I IO m/z 97.10 61.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12078: Cycloheptanemethanol
55
97
5000 S RARNNARAS RS RaREE S
9.00 9.20 9.40 9.60
‘ m/z 41.00 45.43%
oL, ..|.‘.“. .|....|...|....|.1.1.O.|.1.2?.|....|....|.
m/z--> 100 120 140 160 180
Abundance
55
70 9.00 9.20 9.40 9.60
5000 97 m/z 69.10 43.02%
81
0 133 145 162
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17408: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-
55 9.00 9.20 9.40 9.60
o7 m/z 39.00 21.53%
5000
69
o ‘\ “ ‘ ‘h 111 125 140
m/z--> 20 ' 60 80 100 150 14'10 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 9-Methoxybicyclo[6.1.0]nona... Concentration Rank 11

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

9.70 22.13 ng 430639 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methoxvbicvclol6.1.01lnona-2.4.... 148 C10H120 000826-14-2 91
2 3-Buten-1-ol. 4-phenvl- 148 C10H120 000937-58-6 38
3 Benzene. 1-propvnvl- 116 C9H8 000673-32-5 35
4 Benzene. l-methoxv-4-(l-propenvl)- 148 C10H120 000104-46-1 27
5 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 22

Abundance Scan 754 (9.705 min): BF075527.D (-752) (-) m/z 115.10 100.00%
115
5000 148
51 77 91 105
39 63 133 LR RSN AR B
| | || I i | | - 9.40 9.60 9.80 10.00
0 L. PR T R N PR P R NS m/z 117.10 67.25%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21759: 9-Methoxybicyclo[6.1.0]nona-2,4,6-triene
1

5000 LA LN L L L L LB LB L
9.40 9.60 9.80 10.00
m/z 116.10 52.18%
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
R RN EE S
9.40 9.60 9.80 10.00
5000 m/z 148.10 50.27%
o1 148
39 51
. 65 77 107 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8169: Benzene, 1-propynyl- A T
115 9.40 9.60 9.80 10.00

m/z 105.10 34.71%

5000

63 89
oL 18 27 39 51 74 100
VARSUMBMED R PRMBE VRV

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Benzenepropanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.01 8.46 ng 164569 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanal 134 C9H100 000104-53-0 90
2 2-Propen-1-ol. 3-phenvl- 134 C9H100 000104-54-1 87
3 1.2.3.4.5.8-Hexahvdronaphthalene 134 C10H14 036231-13-7 50
4 Bicvclol3.2.21nona-6.8-dien-3-one 134 C9H100 026788-91-0 49
5 Bicyclo[2.2.2]oct-7-en-2-0one, 5-... 134 C9H100 1000217-18-1 38
Abundance Scan 781 (10.013 min): BF075527.D (-779) (-) m/z 92.00 100.00%
P
78
5000 105 115 134
51
39 63
| | | | | | | | I 142 9.60 9.80 10.00 10.20 10.40
Obrrrprrrr e el e i Tm/z 91.00  82.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14757: Benzenepropanal
91
5000 8 134
105 9.60 9.80 10.00 10.20 10.40
‘ m/z 78.00 55.05%
0"W'%?'P"'I”"I'”'I"”I"”I"'W""P"'I”" }i? AL ARM AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
92
77 134
105 9.60 9.80 10.00 10.20 10.40
5000 115 m/z 134.10 52.16%
51
o7 39 63
0 85
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14387: 1,2,3,4,5,8-Hexahydronaphthalene
91 9.60 9.80 10.00 10.20 10.40
m/z 115.00 51.52%
5000
134
39 5 o 105 119
1527 I -
O”W'”W”“W””h””ﬂ“”Pd”P”'P”WJ”WLlW”MI“”P'”P”'P SRR AU SRR SR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 10 unknownl10.28 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.28 21.51 ng 495858 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methoxv-4-propvl- 150 C10H140 000104-45-0 22
2 (R)-(-)-.alpha.-Methoxvphenvlace... 166 C9H1003 003966-32-3 22
3 .beta.(p-MethoxvphenvD)propionit... 161 C10H11NO 022442-48-4 22
4 Silane. trimethoxvmethyl- 136 C4H1203Si 001185-55-3 22
5 Pyridine, 2,3,6-trimethyl- 121 C8H11N 001462-84-6 22
Abundance Scan 804 (10.276 min): BF075527.D (-802) (-) m/z 121.05 100.00%
5000 45 77 160
91
105 145 RN SN BULRN B
65 ‘ ‘ | 10.00 10.20 10.40 10.60
o AN O i O RO L] m/z 45.00 45.23%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22673: Benzene, 1-methoxy-4-propyl-
121
5000 UM AR BN B
10.00 10.20 10.40 10.60
m/z 160.10 38.18%
77 91 150
G " S
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance
121
10,00 10.20 10.40 10.60
5000 ” m/z 77.00  37.45%
91
51 105
o 15 27 39 | 68 135 166
m/z--> 6 ﬁo Jo éo éo 160 150 140 160 1éo 260
Abundance #30003: .beta. (p-Methoxyphenyl)propionitrile
121 10.00 10.20 10.40 10.60
m/z 91.10 29.56%
5000
161
41527 395063 | O 106 | 130145
m/z--> 6 ﬁo Jo éo éo 160 150 150 1éo 1§0 260 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl10.70 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.70 123.28 ng 2841380 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 2-methvl-1-phenvl- 146 C10H100 000769-60-8 43
2 Phenacvl 3-(3.4-dichlorophenvlsu... 400 C17H14Cl1205S 1000225-01-1 35
3 .alpha...alpha.-Dichloroacetophe... 188 C8H6CI20 002648-61-5 27
4 2.5-Cvclohexadiene-1.4-dione. 3-... 333 C15H12BrNO3 324051-08-3 27
5 Phenacyl thiocyanate 177 C9H7NOS 005399-30-4 27
Abundance Scan 841 (10.699 min): BF075527.D (-839) (-) m/z 105.00 100.00%
105
5000 j\
40 77 ||||||||||||||||||||
W | 91 129 146, 176 10.40 10.60 10.80 11.00
Obrrr e e et el m/z 115.05 30.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20671: 2-Propen-1-one, 2-methyl-1-phenyl-
105
77
5000 146
10.40 10.60 10.80 11.00
o 118 m/z 77.10 24 .01%
o 38 | 91 | | 132 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 117.05 17.91%
77
o5 118
o 40 91 145 165 193 209 265
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48311: .alpha.,.alpha.-Dichloroacetophenone
5 10.40 10.60 10.80 11.00
m/z 40.05 16.86%
5000 jk
o} R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,40 10.60 10,80 11.00

8270-BF111214 .M Mon Nov 17 17:29:10 2014 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Benzofuran, 4,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.75 27.52 ng 634347 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 4.7-dimethvl- 146 C10H100 028715-26-6 60
2 1H-Pvrazole. 4.5-dihvdro-1-phenvl- 146 C9H10N2 000936-53-8 46
3 1H-Benzimidazole. 5.6-dimethvl- 146 C9H10N2 000582-60-5 46
4 1.2-Dimethvlbenzimidazole 146 C9H10N2 002876-08-6 43
5 1-Naphthalenol, 5,8-dihydro- 146 C10H100 027673-48-9 43
Abundance Scan 845 (10.745 min): BF075527.D (-843) (-) m/z 146.05 100.00%
146
105
5000 79

10.40 10.60 10.80 11.00

159
o! 2t m/z 145.10  65.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20650: Benzofuran, 4,7-dimethyl-
146
5000
10.40 10.60 10.80 11.00
0
. 39 g ol 117 131 m/z 105.00 57.71%
N | 108
o) N T st P Ml S N | E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
146
77 R e o R
10.40 10.60 10.80 11.00
5000 m/z 79.10 51.97%
91
51 118
27 39 64 104
O e LA I o o o o o o RALAL A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21283: 1H-Benzimidazole, 5,6-dimethyl-
146 10.40 10.60 10.80 11.00

m/z 77.05 51.17%

131
5000
91
50 65 77 118 |
0 o | N N | —
T | | | T I T T T I

m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

8270-BF111214 .M Mon Nov 17 17:29:11 2014 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl11.05 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.05 72.03 ng 1660150 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Diacetvlbenzene 162 C10H1002 000704-00-7 38
2 2.4-Pentanedione. 3-(phenvimethvl)- 190 C12H1402 001134-87-8 35
3 2.4.6-Trimethvlpropiophenone 176 C12H160 002040-15-5 35
4 Indane. 2-methoxv-1-(2-methvlallvl) 202 C14H180 1000196-88-9 33
5 Benzoic acid, 2,4,6-trimethyl-, ... 282 C19H2202 001504-38-7 27
Abundance Scan 872 (11.054 min): BF075527.D (-870) (-) m/z 147.10 100.00%
147
115
45
5000
91 VG L I AL
129 T T T I
63 77 | 03 | | 159 102 10.80 11.00 11.20 11.40
| A O PSS Y Mo | Y P S S -2 m/z 115.10 65.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30342: o-Diacetylbenzene
147
5000
10.80 11.00 11.20 11.40
43 01 115 m/z 45.10 52.64%
oL 15 28 53 65 77 | 10577 199 || 162
miz--> 20 40 60 80 100 120 140 160 180
Abundance
147
43 10.80 11.00 11.20 11.40
5000 m/z 91.10 22 .39%
91
o 55 65 78 103 115 129 175 190
mz-> 20 40 60 80 100 120 140 160 180
Abundance #39920: 2,4,6-Trimethylpropiophenone
147 10.80 11.00 11.20 11.40
m/z 117.10 15.17%
5000
119
41 77 9% 103 176
0 27 4151 65§ | 103 | 120 | 150
m/z--> 20 40 60 80 100 120 140 160 180 ' 10.80 11.00 11.20 11.40

8270-BF111214 .M Mon Nov 17 17:29:12 2014

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 14 unknownl1l.41 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.41 89.95 ng 2073160 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane. 2-methoxv-1-(2-methvilallvl) 202 C14H180 1000196-88-9 38
2 Benzene. 1-(1.1-dimethvlethvl)-3... 162 C12H18 000098-19-1 35
3 (3-MethoxvphenvDacetonitrile 147 CO9HONO 019924-43-7 27
4 Dimethvl(trimethvisilvDethoxvsi... 176 C7H200Si2 018297-47-7 25
5 2-(56-Methyl-[1,3,4]thiadiazol-2-_... 292 C14H16N20S2 1000296-87-8 25

Abundance Scan 903 (11.408 min): BF075527.D (-899) (-) m/z 147.10 100.00%
115 147
5000
11. oo 11.20 11.40 11.60 11.80
159
o e m/z 115.10 97.34%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #57396: Indane, 2-methoxy-1-(2-methylallyl)
147
5000
117 11.00 11.20 11.40 11.60 11.80
m/z 117.10 42 .45%
2939 51 65 77 91 1ﬂ3 “‘1%? | 159170 147 202
m/z--> 25 Jo éo éo 160 150 150 1éo 180 260
Abundance
147
11.00 11.20 11.40 11.60 11.80
5000 119 m/z 91.10 32.90%
91 107 162
41 65 '/
15 27 51 131
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21590: (3-Methoxyphenyl)acetonitrile
147 11.00 11.20 11.40 11.60 11.80
m/z 133.10 27 .25%
5000
7 117 132
90 104
51 63
..1.5|.2.7..3|9....|....|....|....|....|....|....|....|...
m/z--> 200 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80

8270-BF111214 .M Mon Nov

17 17:29:12 2014

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 15 unknownl1l1.47 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.47 67.84 ng 1563610 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Indane. 2-methoxv-1-(2-methvlallvl) 202 C14H180 1000196-88-9 37

2 1-Naphthalenamine. 5.6.7.8-tetra... 147 C10H13N 002217-41-6 22
3 2-Indolizinemethanol 147 CO9HONO 022320-21-4 22
4 Benzoic acid. 2.4.6-trimethvl-. ... 282 C19H2202 001504-38-7 22
5 2H-Indol-2-one, 1,3-dihydro-1-me... 147 C9HONO 000061-70-1 22
Abundance Scan 908 (11.465 min): BF075527.D (-906) (-) m/z 147.10 100.00%
115 147
5000
11.20 11.40 11.60 11.80
o A e m/z 115.05 83.39%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #57396: Indane, 2-methoxy-1-(2-methylallyl)
147
5000
117 11.20 11.40 11.60 11.80
m/z 117.05 38.47%
o s s 77 NI 2| w0 1
m/z--> 25 Jo éo éo 160 150 1&0 1éo 180 260
Abundance
147
119 11.20 11.40 11.60 11.80
5000 m/z 91.05 27 .49%
15 27 30 51 65 77 91 106 132
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21559: 2-Indolizinemethanol
147 11.20 11.40 11.60 11.80
m/z 133.05 22.65%
130
5000 118
47 63 78 ﬁg 103
0::: T |‘|i|“|‘||‘|H||H|‘|‘:::l‘:i‘::|‘||| ——rT S
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 15';0 2(')0 11.20 11.40 11.60 11.80

8270-BF111214 .M Mon Nov 17 17:29:13 2014

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 16 1H-Indene-4-carboxaldehyde,... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.97 11.15ng 256960  Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1H-Indene-4-carboxaldehvde. 2.3-... 146 C1OH100 051932-70-8 72

2 Benzene. (l-ethvl-1-propenvl)- 146 C11H14 004701-36-4 64

3 2-Ethvl-2.3-dihvdro-1H-indene 146 C11H14 056147-63-8 59
4 Benzene. (1-ethvl-2-propenvl)- 146 C11H14 019947-22-9 50
5 Benzene, l-pentenyl- 146 C11H14 000826-18-6 50
Abundance Scan 952 (11.968 min): BF075527.D (-949) (-) m/z 117.10 100.00%
147
5000
129
43 145
11.60 11.80 12.00 12.20
221
o N el m/z 115.05 50.19%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #20675: 1H-Indene-4-carboxaldehyde, 2,3-dihydro-
117
146
5000
11.60 11.80 12.00 12.20
39 . 63 91 128 m/z 121.10 45 _50%
7 S | ws
0..w.U”,.ﬂ.ﬂk.wpﬂ.w..”,.ﬂ.,ﬂ........”,.”.,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
11.60 11.80 12.00 12.20
5000 91 146 m/z 129.10 37 .45%
o7 39 51 oo 77 103 131
15
O e e R R AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20713: 2-Ethyl-2,3-dihydro-1H-indene
117 11.60 11.80 12.00 12.20
m/z 43.00 30.36%
146
5000 131
91
51 65 77 ‘ 103
- S AAaE R SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11,60 11.80 12.00 12.20

8270-BF111214.

M Mon Nov 17 17:29:14 2014

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 17 unknownl12.03 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.03 7.80 ng 179806 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxatricvclol5.5.0.0(4.10)1dode... 174 C11H1002 056909-26-3 30
2 5H-Benzocvcloheptene. 6.7-dihvdro- 144 C11H12 007125-62-4 25
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 25
4 1.3-Cvclopentadiene., 5-(trans-2-... 146 C11H14 079209-36-2 22
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 22
Abundance Scan 957 (12.025 min): BF075527.D (-954) (-) m/z 129.05 100.00%
9
5000
39 51 65 78 11.80 12.00 12.20 12.40
o} m/z 117.00 83.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38590: 2-Oxatricyclo[5.5.0.0(4,10)]dodeca-5,8,11-trien-3-one
o8 115
5000
39 11.80 12.00 12.20 12.40
51 s 91 m/z 91.00 62 .55%
77
R 143
0 ||||||m| |‘i‘”l I‘l\l |“H‘= |Mlh‘| : |“=||‘Hl — l“l | — le R maa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
129
11.80 12.00 12.20 12.40
5000 m/z 131.10 61.17%
115
15 27 39 51 63 77 91 100 143
O o s o e e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13595: Benzene, (2-methyl-1-propenyl)-
117 11.80 12.00 12.20 12.40
m/z 143.10 58.53%
132
5000 91
7 VL T e
B R o R e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

8270-BF111214 .M Mon Nov 17 17:29:15 2014 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 18 unknownl12.09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.09 93.75 ng 2160760 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dianilinoethane 212 C14H16N2 000150-61-8 45
2 Aniline. N-methvl- 107 C7HOSN 000100-61-8 43
3 o-Toluidine 107 C7HON 000095-53-4 43
4 3-Hvdroxv-2-methvlthio-3-phenvlp... 212 C10H1203S 070760-18-8 38
5 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 38
Abundance Scan 963 (12.094 min): BF075527.D (-961) (-) m/z 105.00 100.00%
5
5000
11,80 12,00 12,20 12.40
0 m/z 106.00 51.19%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #64451: 1,2-Dianilinoethane
106
5000 UL PN SN SUNILN UL
11.80 12.00 12.20 12.40
77 212 m/z 107 .05 35.18%
28 51
0 | 3? (R 65 il 91 ulll 118 132
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260 '
Abundance
106
11,80 12,00 12,20 12.40
5000 m/z 147.10 29.51%
51 77
15 2830 65 02
S L S U U WL S B WL B B B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #5027: o-Toluidine e
106 11.80 12.00 12.20 12.40
m/z 41.10 28.84Y%
5000
77
15 27 39 5r 63 || 8
m/z--> 25 Jo 65 éo 160 150 150 1éo 1éo 260 ' 11!80 12.00 12.20 12.40

8270-BF111214 .M Mon Nov 17 17:29:16 2014 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 19 unknownl12.43 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.43 15.42 ng 345353 Phenanthrene-d10 13.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-phenvl-1-butanol 164 C11H160 003968-86-3 38
2 Benzenemethanol. .alpha.-(bromom... 200 C8H9BroO 002425-28-7 35
3 Cvclopropanecarboxvlic acid. 3-(... 374 C22H3005 001172-63-0 35
4 1.3-Cyclohexadiene-1-carboxvlic ... 194 C12H1802 035044-59-8 35
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 27
Abundance Scan 992 (12.425 min): BF075527.D (-987) (-) m/z 107.00 100.00%
7
5000
57 79
146 UL SR BN SURIUR SUMS
39 2? I 194 12.20 12.40 12.60 12.80
0 L I S m/z 121.05 51.99%

' T
m/z--> 50 100 150 200 250 300
Abundance #31846: 2-Methyl-1-phenyl-1-butanol
107
79

5000 N i o R
12.20 12.40 12.60 12.80
131 m/z 117.00 40.48%
IR
o T S R e e —
T T T T T T T
m/z--> 50 100 150 200 250 300
Abundance
107
12.20 12.40 12.60 12.80
5000 m/z 79.05 32.06%
79
51
o 26 125 149 183200
B I e e o e B o N HL A e o o o o |
m/z--> 50 100 150 200 250 300

Abundance #149742: Cyclopropanecarboxylic acid, 3-(3-methoxy-2-methy...
107 12.20 12.40 12.60 12.80

m/z 105.00 31.97%

55

5000
29 79 135
167

ol Ly \‘H‘\ 211 343

T | T
m/z--> 50 100 150 200 250 300 12.20 12.40 12.60 12.80

8270-BF111214 .M Mon Nov 17 17:29:17 2014

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075527.D

Aca On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample : F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 20 Hexadecanamide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.77 18.52 ng 455285 Chrysene-di12 16.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 59
2 Pentanamide 101 C5H11NO 000626-97-1 59
3 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 56
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 43
Abundance Scan 1285 (15.774 min): BF075527.D (-1283) (-) m/z 59.00 100.00%
59
5000 j\\k
83 98112126 15.40 15.60 15.80 16.00
o 140104 184 207 m/z 72.00 55.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91513: Hexadecanamide
59
5000 R R PR AR AR
mmmmmmmm
43 m/z 55.00 37.93%
o 290 0 86100114128142156170184198212226240255
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
59
15.40 15.60 15.80 16.00
5000 " m/z 41.10 35.80%
29
0 15 73 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106875: 9-Octadecenamide, (2)- R SR LEERRE!
mmmmmmmm
m/z 43.05 26.66%
5000
o 122136150164178 103207221236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075527.D

Acq On : 15 Nov 2014 8:18

Operator : TP / JJ

Sample - F4737-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

13.16 447969 20.0
16.45 491539 20.0

unknownl12 .43 12.43 15.4 ng 345353
Hexadecanamide 15.77 18.5 ng 455285

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.34 13.1 ng 187924 1 7.54 286988 20.0
unknown7 .26 7.26 102.5 ng 1470720 1 7.54 286988 20.0
Cycloheptanemethanol 9.34 7.6 ng 147355 2 9.13 389189 20.0
9-Methoxybicyclol[.- .. 9.70 22.1 ng 430639 2 9.13 389189 20.0
Benzenepropanal 10.01 8.5 ng 164569 2 9.13 389189 20.0
unknown10.28 10.28 21.5 ng 495858 3 11.31 460979 20.0
unknown10.70 10.70 123.3 ng 2841380 3 11.31 460979 20.0
Benzofuran, 4,7-d... 10.75 27.5 ng 634347 3 11.31 460979 20.0
unknownl1l1.05 11.05 72.0 ng 1660150 3 11.31 460979 20.0
unknownll.41 11.41 90.0 ng 2073160 3 11.31 460979 20.0
unknownl1l .47 11.47 67.8 ng 1563610 3 11.31 460979 20.0
1H-Indene-4-carbo... 11.97 11.2 ng 256960 3 11.31 460979 20.0
unknownl12 .03 12.03 7.8 ng 179806 3 11.31 460979 20.0
unknownl12 .09 12.09 93.8 ng 2160760 3 11.31 460979 20.0

4
5
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