LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\

Data File : BF077385.D

Acq On : 20 Feb 2015 16:49 Instrument :
Operator : TP/IZ BNA_F

Sample - G1325-01 ClientSampleld :
Misc - C-GW-01

ALS Vial : 8 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-BF021915_.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 0.990 6 9 12 rvB2 278153 502710 13.13% 1.962%
2 1.641 62 66 69 rBvV 413787 657082 17.16% 2.564%
3 1.813 79 81 84 rvVB 377019 467165 12.20% 1.823%
4 1.893 86 88 103 rVvB2 119612 215702 5.63% 0.842%
5 5.127 369 371 377 rVB 201923 296743 7.75% 1.158%
6 5.619 411 414 416 rBV 765439 770142 20.11% 3.005%
7 6.876 521 524 526 rBV 365460 475456 12.42% 1.855%
8 7.036 535 538 540 rBvV 1710744 1530601 39.98% 5.973%
9 7.333 561 564 566 rBVY 428590 498354 13.02% 1.945%
10 7.516 577 580 582 rBV 2409622 2137067 55.82% 8.340%

11 8.019 621 624 626 rBVY 1859750 1633378 42.66% 6.374%
12 8.899 699 701 704 rBV 563163 706982 18.46% 2.759%
13 9.493 748 753 761 rBV6 19794 58698 1.53% 0.229%
14 9.608 761 763 766 rBV 95796 90369 2.36% 0.353%
15 10.248 817 819 822 rBV 2695544 3638952 95.04% 14.201%

16 10.751 862 863 866 rBvV 97122 104630 2.73% 0.408%
17 10.808 866 868 871 rvVv 44688 95487 2.49% 0.373%
18 10.911 874 877 879 rVB 52183 59180 1.55% 0.231%
19 11.082 889 892 894 rBvV 927651 882684 23.05% 3.445%
20 11.116 894 895 897 rVvB 299090 301472 7.87% 1.176%

21 11.231 901 905 906 rBv4 24498 41364 1.08% 0.161%
22 11.265 906 908 911 rVB3 28840 49913 1.30% 0.195%
23 11.425 920 922 926 rVvV 212712 376753 9.84% 1.470%
24 11.482 926 927 933 rVvv3 48477 98407 2.57% 0.384%
25 11.608 933 938 942 rvVv 75953 111270 2.91% 0.434%
26 11.756 949 951 954 rVB3 41149 63131 1.65% 0.246%
27 11.825 954 957 962 rBV2 43337 119747 3.13% 0.467%
28 11.905 962 964 965 rBV 30711 40746 1.06% 0.159%

29 11.985 968 971 973 rBV 252195 269930 7.05% 1.053%
30 12.065 975 978 980 rBv2 1077117 1530590 39.98% 5.973%

31 12.317 997 1000 1002 rBvV4 28404 47276 1.23% 0.184%
32 12.442 1008 1011 1013 rVB2 34280 58005 1.51% 0.226%
33 12.511 1013 1017 1019 rBV 46749 89957 2.35% 0.351%
34 12.557 1019 1021 1026 rvv4 24718 84883 2.22% 0.331%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BF077385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA_F\METHODS\8270-BF021915.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.877 1046 1049 1051 rBV 31641 49277 1.29% 0.192%

36 12.922 1051 1053 1055 rvVv 803500 901719 23.55% 3.519%
37 13.162 1071 1074 1081 rVB 106612 207771 5.43% 0.811%

38 13.551 1105 1108 1110 rBVZ2 29364 57003 1.49% 0.222%
39 13.642 1113 1116 1118 rVV 179698 221793 5.79% 0.866%
40 13.688 1118 1120 1126 rVB3 41284 87147 2.28% 0.340%

41 14.625 1200 1202 1208 rVB5 65962 113208 2.96% 0.442%
42 14.922 1226 1228 1231 rVB 3174551 3828784 100.00% 14.942%
43 16.100 1328 1331 1339 rVV 113396 215305 5.62% 0.840%
44 16.225 1339 1342 1344 rVV 749176 955244 24 _.95% 3.728%
45 17.986 1493 1496 1499 rBV 710098 883009 23.06% 3.446%

Sum of corrected areas: 25625086

8270-BF021915.M Mon Feb 23 15:35:18 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77385.D
3000000
2500000 7.52

2000000
7.04

1500000

1000000
5.62

500000 g9 1.64 g1 cssl  7.33
.89 513

e e L L

T T
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO77385.D

3000000
10.25
2500000
2000000 8.02

1500000

12.07

1000000

8.90
500000

61
) A
o = e B e e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BFO77385.D

3000000
2500000
2000000
1500000

1000000 16.23 17.99

500000 m
16.1

O T e T e e e e e e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.81 18.75 ng 467165 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 81 (1.813 min): BF077385.D (-79) (-) m/z 73.10 100.00%
73
5000 43
55 87 DN A W —
1.40 1.60 1.80 2.00 2.20
0 ..,....,....,...3.3,|:.'..5,°..|..,..‘??,'..-..,....,....,... m/z 43.05  38.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 55.10 25.82%
0 ‘%9 3 ||| 50 ‘ 67 ||, 80
mz> 10 20 30 40 50 60 70 80 90 100
Abundance
73
P R 87 140 160 180 200 2.20
5000 m/z 87.10 23.12%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- e A REmaE BREALE R
73 1.40 1.60 1.80 2.00 2.20
m/z 41.05 13.41%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.13 11.91 ng 296743 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
4 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 371 (5.127 min): BF077385.D (-369) (-) m/z 43.05 100.00%
43
5000 59
T 480 580 50 k0 |
83 : : : :
o...,....,....,..??','.'...,??.'I,....,....,.~...,...:,|....,. m/z 59.10 50.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 19.84%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.10 17.47%
55
o 21 37 a9 65 71 77 83 98
LR UL SR SR UL LRI FULRLEL IR SO S S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R e R
59 480 5.00 5.20 5.40
m/z 41.10 8.01%
5000
a1 101
15 81 53 69 83
0"'l""|""'N“'“l"'"'l“‘l“i""‘l""l""'|""|""|' IR AN UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 unknown7.04 Concentration Rank 2

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

7.04 61.43 ng 1530600 1,4-Dichlorobenzene-d4 7.33
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 Amphetaminil 250 C17H18N2 017590-01-1 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 538 (7.036 min): BF077385.D (-535) (-) m/z 132.00 100.00%
132
5000 68
0 s || 5 o 2 " 680 7.00 7.0 7.40
0 ! ! m/z 68.10 38.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LR UL L I
6.80 7.00 7.20 7.40
31 51 m/z 134.00 33.38%
0"'l”LN\“H'lﬁ*ﬂl“"lL"l”"l“"l“"l”"l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
" 680 7.00 7.0 7.40
5000 67 m/z 66.10 24.46%
41 97
53
79 117
S S S I S WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole A Rma e R,
132 6.80 7.00 7.20 7.40
m/z 69.10 15.49%
5000
104
14 27 39 51 6\6 T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 unknown9.61 Concentration Rank 14

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

9.61 2.56 ng 90369 Naphthalene-d8 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 45
2 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 9
3 1-Propanol, 2-methoxy- 90 C4H1002 001589-47-5 9
4 Ethanone, 2-amino-1-phenyl- 135 C8HONO 000613-89-8 9
5 Ethane, 1,1-dimethoxy- 90 C4H1002 000534-15-6 9

Abundance Scan 763 (9.608 min): BF077385.D (-761) (-) m/z 59.10 100.00%
59
5000
77 105
43 133 IRENUMSERE SRR SRR
| | o1 | 1217] 148 9.20 9.40 9.60 9.80 10.00
o} A P 'OUMEN D | v A m/z 105.00 31.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42218: Ethanol, 1-methoxy-, benzoate
59
5000 L AR I AN R
105 920 9.40 9.60 9.80 10.00
m/z 77.10 31.32%
43 ‘ 121
O "'I"'m"l" 'JI' T — T — }§§' }?q
m/z--> 20 40 60 100 120 140 160 180
Abundance
59
920 9.40 9.60 9.80 10.00
5000 m/z 43.10 19.51%
43
o 15 70 89 117
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2263: 1-Propanol, 2-methoxy- L e
59 9.20 9.40 9.60 9.80 10.00
m/z 51.10 18.75%
5000
31
43
m/z--> 20 40 60 80 100 120 140 160 180 920 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 9 Naphthalene, 2,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.16 ng 95487 Acenaphthene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93
Abundance Scan 868 (10.808 min): BF077385.D (-866) (-) m/z 141.10 100.00%
141 156
5000
115 128
51 63 /7 g7 165 10.40 10.60 10.80 11.00 11.20
ol 4 105 i m/z 156.10  93.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27175: Naphthalene, 2,7-dimethyl-
156
5000 .
10.40 10.60 10.80 11.00 11.20
-7 m/z 155.10 24 _72%
0] 15 27 39 5\1 6\'\4 |89 102 1]\-5 1\2\\8 Wl
miz--> 20 40 60 80 100 120 140 160 180
Abundance
156
141 10.40 10.60 10.80 11.00 11.20
5000 m/z 115.05 17.09%
77
ol 15 27 30 51 & g0 107 > 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27188: Naphthalene, 1,7-dimethyl-
156 10.40 10.60 10.80 11.00 11.20
141 m/z 128.10 15.65%
5000
115
J 2830 518 7 g9 agp P |
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.48 2.23 ng 98407 Acenaphthene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 91
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87
5 1H,3H-Thieno[3,4-c]thiophene, 4,... 170 C8H10S2 015441-54-0 64

Abundance Scan 927 (11.482 min): BF077385.D (-926) (-) m/z 170.10 100.00%

0

5000
232 11.20 11.40 11.60 11.80
o! b b | M7z 155.10  81.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36210: Naphthalene, 1,4,6-trimethyl-
155
170
5000
11.20 11.40 11.60 11.80
115128 m/z 169.10 22 .38%
B8 T | M
O e B B J....M T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
155 170
11.20 11.40 11.60 11.80
5000 m/z 171.10 19.51%
o 37 51 71 84 102115128141
T T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36215: Naphthalene, 1,6,7-trimethyl-
170 11.20 11.40 11.60 11.80
m/z 153.10 17.92%
155
5000
128
Pl Ml WY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 unknownll.61 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.61 2.52 ng 111270 Acenaphthene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine-2,5-dione 113 C5H7NO2 052065-78-8 35
2 2-Butene, l-isothiocyanato- 113 C5H7NS 002253-93-2 9
3 Caprolactam 113 C6H11NO 000105-60-2 9
4 2-Propenoic acid, 2-methylpropyl... 128 C7H1202 000106-63-8 9
5 2-Ethyl-3-hydroxy-2-methyl-succi... 204 C9H1605 1000192-42-7 9
Abundance Scan 938 (11.608 min): BF077385.D (-933) (-) m/z 55.00 100.00%
5b
5000 113
141
a1 ¥ s 1120 1140 11,60 11.80 12.00
155 170 : : : : :
bbbl 99 L 32T L SR S Tm/z 113.10  39.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6706: Piperidine-2,5-dione
30 113
5000
56 11.20 11.40 11.60 11.80 12.00
2 85 m/z 141.10 26.78%
. ---.-“-“--‘.“‘---“-‘.-6-8--.1---9?---‘-.----.----.----.
m/z--> 20 40 60 80 100 120 140 160
Abundance
55
1120 1140 11,60 11.80 12.00
5000 m/z 69.10 17 .64%
113
46 2 o o8
L S L L U UL L BB
m/z--> 20 40 60 80 100 120 140 160
Abundance #6749: Caprolactam R EREEEREEaE T
30 11.20 11.40 11.60 11.80 12.00
55 m/z 56.10 9.82%
5000 42 113
84
0 '}?I""I""IF?"I""I""I""I""I""I
m/z--> 20 40 60 80 100 120 140 160 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 1-Isopropenylnaphthalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.71 ng 119747 Acenaphthene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 87
2 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 74
3 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 64
4 1-Methoxy-2-methyl-4-(methylthio... 168 C9H120S 050390-78-8 47
5 1,1,4,4-Tetramethyl-1,4-disilacy... 168 C8H16Si2 020627-53-6 47
Abundance Scan 957 (11.825 min): BF077385.D (-954) (-) m/z 153.10 100.00%
153 168
5000
97 115 128139 199 11.60 11.80 12.00 12.20
o m/z 168.10 85.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34868: 1-Isopropenylnaphthalene
153
168
5000
11.60 11.80 12.00 12.20
m/z 152.10 46 .00%
oL 21 3 5L 8 4y gy sz ||
mz-> 20 40 60 80 100 120 140 160 180
Abundance
11.60 11.80 12.00 12.20
5000 m/z 165.10 35.06%
104114 o0 141
e L S I S S WL B B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34880: Naphthalene, 1-(2-propenyl)-
168 11.60 11.80 12.00 12.20
m/z 167.10 34 _.35%
153
5000
115 141
27 39 5; 63 83 ‘ 128 ‘ ‘
o) = .1‘.5| .“l‘ : "I ; IHI . ﬂ‘.‘.?%‘ I‘Hl silor .-:Llc‘).z. ol T .Hl : .‘i‘. : ‘.‘. I‘l‘ T
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 14 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.99 6.12 ng 269930 Acenaphthene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 59
3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
Abundance Scan 971 (11.985 min): BF077385.D (-968) (-) m/z 105.00 100.00%
105
77 182
5000
i 1160 1150 12,00 1220 1200
152 : : : :
o 2 88 87 1115126 141757 169 1192 | n/7182.10  61.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44107: Benzophenone
105
77
5000 LIRS SUNIULS BRI I
51 182 11.60 11.80 12.00 12.20 12.40
m/z 77.05 61.11%
o 27 39 | 63 | 87 ‘ 126 139 152163 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
77
182 1160 11,80 12.00 12.20 12.40
5000 m/z 51.05 22.61%
51 105
ol_27 39 64 91 115 128139 152
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54849: Benzoic acid, phenyl ester R EE R e e
105 11.60 11.80 12.00 12.20 12.40
m/z 181.10 10.24%
5000 77
51
39
o 27 J 65 | 94 jus  1a 198
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 16 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.64 4.92 ng 221793 Phenanthrene-d10 12.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1116 (13.642 min): BF077385.D (-1113) (-) m/z 73.10 100.00%
43 &0 7B
5000 129
97 115 213 L B e N B O
| 14327171185 199 | ,,;, 256 13.40 13.60 13.80 14.00
A m/z 43.05 91.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 LIS BN I BRI UL
129 13. 40 13 60 13. 80 14. oo
. 213 m/z 60.00 82.04%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14‘|.3|||||||| |‘||]|-99|||‘| 2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 6078
13.'40 13.|60 13.|80 14.'00
5000 29 m/z 41.10 73.86%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid e ARARREEE RS
60 73 13.40 13.60 13.80 14.00
43 m/z 55.05 70.72%
5000 129
29 ; 185 228
9 115 | 143 171
0 ,.\.‘. T P T e L | 199213 e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 40 13 60 13. 80 14. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 17 Tetradecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.37 ng 113208 Chrysene-di12 16.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 53
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 Dodecanoic acid 200 C12H2402 000143-07-7 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43

Abundance Scan 1202 (14.625 min): BF077385.D (-1200) (-) m/z 73.05 100.00%

73

57

5000

I

14.40 14.60 14.80 15.00
m/z 43.10 99.53%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73

SN
w
&)]

5000 R e

129 14,40 14.60 14.80 15.00
15 185 228 m/z 57.05 78.11%
N ol = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
R N I R EEEE
14.40 14.60 14.80 15.00
5000 - 129 m/z 60.00 76.30%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56046: Dodecanoic acid A BEa T e S
60 14.40 14.60 14.80 15.00
43 m/z 55.10 73.95%
5000
29
0 15
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 18 1-Octadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.10 4.51 ng 215305 Chrysene-di12 16.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 1-Heptadecanol 256 C17H360 001454-85-9 90

Abundance Scan 1331 (16.100 min): BF077385.D (-1328) (-) m/z 57.10 100.00%

7 83 97

5000

-

125

139 15.80 16.00 16.20 16.40
153167 194208
281 m/z 55.10 98.74%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100814: 1-Octadecanol
5 gg 83

a

97

:

5000

I I I I
15.80 16.00 16.20 16.40
12139 m/z 43.10 95.16%

153167 182196909 224 252

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 R AR R E R R
97 15.80 16.00 16.20 16.40
5000 m/z 83.10 90.49%
29 111
125

o 139153167181196 224

wwwmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester

-

15.80 16.00 16.20 16.40
m/z 97.10 87.41%

83

5000

12

:

5
139153167182

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BF077385.D

Acq On : 20 Feb 2015 16:49

Operator : TP/1Z

Sample : G1325-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
Butane, 2-methoxy... 1.81 18.8 ng 467165 1 7.33 498354 20.0
2-Pentanone, 4-hy... 5.13 11.9 ng 296743 1 7.33 498354 20.0
unknown? .04 7.04 61.4 ng 1530600 1 7.33 498354 20.0
unknown9.61 9.61 2.6 ng 90369 2 8.90 706982 20.0
Naphthalene, 2,7-... 10.81 2.2 ng 95487 3 11.08 882684 20.0
Naphthalene, 1,4,... 11.48 2.2 ng 98407 3 11.08 882684 20.0
unknownll.61 11.61 2.5 ng 111270 3 11.08 882684 20.0
1-1sopropenylnaph... 11.83 2.7 ng 119747 3 11.08 882684 20.0
Benzophenone 11.99 6.1 ng 269930 3 11.08 882684 20.0
n-Hexadecanoic acid 13.64 4.9 ng 221793 4 12.92 901719 20.0
Tetradecanoic acid 14.63 2.4 ng 113208 5 16.23 955244 20.0
1-Octadecanol 16.10 4.5 ng 215305 5 16.23 955244 20.0
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