LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 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_G\METHODS\8270-BG051315.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 2.769 9 14 24 rBV2 63017 138418 7.19% 1.148%
2 2.852 24 28 42 rVB 311399 490139 25.47%  4.064%
3 3.422 119 125 133 rBV3 17197 44676 2.32% 0.370%
4  4.802 355 360 369 rvB 41053 59845 3.11% 0.496%
5 5.284 436 442 451 rVB 314367 457213 23.76% 3.791%
6 6.888 709 715 724 rBV 199439 312242 16.23% 2.589%
7 7.229 766 773 781 rBV 585267 933994 48.54% 7.744%
8 7.681 843 850 856 rvB 140512 220116 11.44% 1.825%
9 8.004 898 905 912 rVB 529726 848826 44.11% 7.038%
10 8.845 1039 1048 1054 rBV 471932 776847 40.37% 6.441%
11 10.472 1317 1325 1332 rBV 193163 325895 16.94% 2.702%
12 11.207 1445 1450 1459 rBV 11084 26333 1.37% 0.218%
13 11.583 1510 1514 1521 rVB10 11058 22037 1.15% 0.183%
14 12.147 1608 1610 1616 rVB6 13897 21509 1.12% 0.178%
15 12.270 1628 1631 1639 rVB9 15669 27443 1.43% 0.228%
16 12.452 1656 1662 1666 rBV9 15994 32573 1.69% 0.270%
17 12.752 1708 1713 1716 rBV7 18149 35363 1.84% 0.293%
18 12.952 1741 1747 1752 rBV 1128595 1584410 82.34% 13.137%
19 13.163 1777 1783 1789 rBV10 28002 76493 3.98% 0.634%
20 13.328 1803 1811 1815 rBV8 38126 103927 5.40% 0.862%
21 13.469 1831 1835 1839 rBV5 44799 76090 3.95% 0.631%
22 13.592 1854 1856 1862 rBV7 27390 45384 2.36% 0.376%

23 14.332 1977 1982 1989 rBV2 249169 410441 21.33% 3.403%
24 15.831 2232 2237 2243 rBV 914665 1256271 65.29% 10.416%
25 17.082 2446 2450 2457 rVB 318687 423535 22.01% 3.512%

26 17.288 2482 2485 2488 rVB4 56847 64196 3.34% 0.532%
27 17.993 2602 2605 2610 rVB3 101890 123313 6.41% 1.022%
28 19.274 2820 2823 2828 rBvV4 58324 80330 4_.17% 0.666%
29 19.714 2893 2898 2904 rVB 1698782 1924287 100.00% 15.955%
30 20.977 3110 3113 3120 rVB5 56229 80858 4._.20% 0.670%

31 21.265 3158 3162 3172 rVB 428305 530304 27.56% 4_.397%
32 23.516 3539 3545 3552 rVB 260562 507167 26.36% 4._.205%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 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_G\METHODS\8270-BG051315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 12060475

8270-BG051315.M Tue May 26 18:50:53 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG017271.D
1500000
1000000
7.23
8.00
500000 8.84
2.85 5.28
L 6.89 7 68 10.47
0 ; 3.42 4}-\80 11.21 11
T T T A T e e e R T T e T T T T T e T R P R R R T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG017271.D
1971
1500000
12.95 15.83
1000000
500000
19.27 L
A An
O T I S e e e T L o e e e S LA B o o o Lo o o o o o B R
Time--> 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 19.00 19.50 20.00
Abundance TIC: BG017271.D
1500000
1000000
21.27
500000 23.52
20.98 }\
O I L A B e o e e I L o o B LA A o o o I IS A e o
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.85 44 .53 ng 490139 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 32
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 28 (2.852 min): BG017271.D (-24) (-) m/z 73.10 100.00%
3 7
5000 43
147 490 2.80 2.90 3.00 3.10 3.20 3.30
(o} A e m/z 43.00 44 _.08%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20 3.30
m/z 55.00 27 .45%
0 'hhw'l'h?%'”|""|”"|"'w""|'”'|""w"'|
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73
41 2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 87.10 26.00%
15
O L L UL UL B WL SR B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7316: 2-Methyl-5-hexen-3-ol
73 2.80 2.90 3.00 3.10 3.20 3.30
m/z 41.05 15.89%
5000
0 }éhﬁf”"|""|'”'|""|"”|""|"'w""|""| LA AN U VAN IR U R
m/z-> 0 50 100 150 200 250 300 350 400 450 2.80 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 Chloroiodomethane Concentration Rank 8

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

3.42 4_.06 ng 44676 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloroiodomethane 176 CH2CIlI 000593-71-5 91
2 3,4-Dichlorobutane nitrile 137 C4H5CI2N 034362-21-5 40
3 Chloromethylphosphonic dichloride 166 CH2CI30P 001983-26-2 33
4 Ethane, 2-chloro-1-(chloromethox... 182 C3H3CI2F30 000428-92-2 33
5 Methylene Chloride 84 CH2CI2 000075-09-2 33

Abundance Scan 125 (3.422 min): BG017271.D (-119) (-) m/z 175.90 100.00%
49 176
127
5000
86 o7 cos | | 30 350 340 380 380
B e e B i L e m/z 49.00 86.02%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #40443: Chloroiodomethane
176
49
5000 127 I LS UL I A
3.00 320 3.40 3.60 3.80
m/z 126.90 70.69%
14 ‘
I o I W L L UL UL SIS WA
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
49
SARANRASEARRSE BARRE RN
3.00 320 3.40 3.60 3.80
5000 75 110 m/z 50.95 33.61%
137
R I L L W UL SIS SIS WA
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33918: Chloromethylphosphonic dichloride R BEEmsEEEEE S L
49 3.00 320 3.40 3.60 3.80
m/z 140.90 32.45%
5000
117 166
0,%4...H%%NWFW Jh”l""""I”"I"”I""P"'I” S SRR SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.80 5.44 ng 59845 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 33
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 360 (4.802 min): BG017271.D (-355) (-) m/z 43.00 100.00%
a3
59
5000
101 4.40 4.60 4.80 5.00 5.20
83 : : : : :
o..,....,....,....l,'!...,“.33.-:!,....,.7?..,.-...,....-,|....,. m/z 59.10 56.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SN RN
4.40 4.60 4.80 5.00 5.20
59 m/z 101.00 18.55%
0 21 371, 53 ‘ 67 778 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500 520
5000 m/z 58.00 17.71%
43 101
o 15 35 53 6571 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone
509 4.40 4.60 4.80 5.00 5.20
m/z 40.95 11.81%
5000 43
31
0 ]75 m‘ \‘\ i 69 8\7
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 unknown7.23 Concentration Rank 1

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

7.23 84 .86 ng 933994 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 773 (7.229 min): BG017271.D (-766) (-) m/z 131.95 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
0 1 231 292 m/z 68.10 42.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ISR L UL L
6.80 7.00 7.20 7.40 7.60
70 m/z 66.00 33.40%
% g ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 132
ARARRARAN UARAN RS R
74 6.80 7.00 7.20 7.40 7.60
5000 9g 116 m/z 134.00 31.29%
0 158 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl- T BAm s B e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.44%
5000

63 90104
15 39 L ly b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 680 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl3.16 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.16 3.73 ng 76493 Acenaphthene-d10 14.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 1-chloro-6-methyl- 130 C7H11cCl 016642-50-5 38
2 Tricyclo[4.3.1.1(3,8)]Jundecan-3-o0l 166 C11H180 014504-80-4 35
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 30
4 4-Ethyl-2-hexynal 124 C8H120 071932-97-3 27
5 (E)-2-Butenylcyclopropane 96 C7H12 076588-98-2 25
Abundance Scan 1782 (13.157 min): BG017271.D (-1777) (-) m/z 69.10 100.00%
95
5000
110 127
12:80 13.00 13.20 13.40
o} m/z 55.00 99.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12963: Cyclohexene, 1-chloro-6-methyl-
95
5000 AR AR BN B B
07 39 67 79 12:80 13.00 13.20 13.40
‘ 130 m/z 41.05 77 .39%
115
0....‘| ‘l‘.‘; \m ..‘.“i‘.lm“ |19§.‘.|..l.l....l....l....
m/z--> 20 80 100 120 140 160 180
Abundance
95
12:80 13.00 13.20 13.40
5000 109 m/z 83.10 75 .95%
2 166
43 55 67 123 135 147
O T e T e e .
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16392: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- R B B
95 12.80 13.00 13.20 13.40
55 109 m/z 43.10 66 .44%
41
5000 67
H 123 138
0....“...,L.L,...NJ”uM,.J.WL...,.”.,....“... RSN
m/z--> 20 40 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 unknownl13.33 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.33 5.06 ng 103927 Acenaphthene-d10 14.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Octadien-2-one 124 C8H120 038284-27-4 43
2 Bicyclo[2.2.1]heptane-2,3-diol, ... 170 C10H1802 056614-57-4 42
3 Bicyclo[3.2.1]oct-2-ene, 3-(1, 1—... 180 C12H200 037609-41-9 38
4 1,2-Dimethyl-4-oxocyclohex-2-ene... 152 C9H1202 1000187-01-2 37
5 1,3-Heptadiene, 5,5-dimethyl- 124 CO9H16 024618-86-8 37
Abundance Scan 1811 (13.328 min): BG017271.D (-1803) (-) m/z 95.05 100.00%
9%
5000
13.00 13.20 13.40 13.60
(o} m/z 41.10 50.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10152: 3,5-Octadien-2-one
95
43
5000 81 LR AR LR BN AR
13. 00 13. 20 13. 40 13.60
27 53 124 m/z 55.05 37 .15%
‘ 65 109
0....|.‘.‘..‘|‘..“l“.|.m...‘i“...lluu‘..luuuuluuuulu...|...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
43 13.00 13.20 13.40 13.60
5000 55 69 g1 m/z 69.10 31.66%
111
121 137 152
170
L L L L U L L UL L WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42650: Bicyclo[3.2.1]oct-2-ene, 3-(1,1-dimethylethoxy)- R R mEEE
95 13.00 13.20 13.40 13.60
m/z 83.05 29.15%
5000
124
o “ ‘mﬂ ?F Sh 105 | 134 152 165 180
m/z--> 5 ' % ﬁ01% m ﬁ01% Bmmmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 p-Fluoroethylbenzene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.47 3.71 ng 76090 Acenaphthene-d10 14.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Fluoroethylbenzene 124 C8H9F 000459-47-2 52
2 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 033422-32-1 50
3 1,3-Heptadiene, 2,3-dimethyl- 124 C9H16 074779-65-0 50
4 2-Butanoyl-5-methylfuran 152 C9H1202 090673-55-5 50
5 3-Heptyne, 2,2-dimethyl- 124 C9H16 029022-29-5 50

Abundance Scan 1835 (13.469 mdi)n): BG017271.D (-1831) (-) m/z 109.10 100.00%

109
41

5000

139 LA L L L L L L
152 166 194 108 221 13.20 13.40 13.60 13.80

0 m/z 41.10 69.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10264: p-Fluoroethylbenzene
109
5000 LA L BN B L LR
124 13 20 13. 40 13 60 13. 80

m/z 69.10 53.61%

83
15 27 39 51 63 83 96 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
67 109
S RRE RS R
13.20 13.40 13.60 13.80
5000 124 m/z 124.10 52.73%
41
55 81
29 95
ol e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10354: 1,3-Heptadiene, 2,3-dimethyl- Al BAREEEE S
109 13.20 13.40 13.60 13.80
m/z 55.00 39.41%
67
5000 124
41 g5
m/z--> 20 40 100 120 140 160 180 200 220 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 unknownl1l3.59 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.21 ng 45384 Acenaphthene-d10 14.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid, tetradecyl... 336 C21H33F02 1000279-01-5 27
2 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 22
3 1-Piperidineacetonitrile 124 C7H12N2 003010-03-5 22
4 Pyrimidine, 5-formamido- 123 C5H5N30 056621-84-2 22
5 Cyclohexanemethanol 114 C7H140 000100-49-2 22
Abundance Scan 1856 (13.592 min): BG017271.D (-1854) (-) m/z 109.10 100.00%

5000
140 NN
165 183 207 236 269 13.20 13.40 13.60 13.80 14.00
01 m/z 55.05 92.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #135574: 3-Fluorobenzoic acid, tetradecyl ester
123
95
5000 41 | BN L L L L L LB B
141 13.20 13.40 13.60 13.80 14.00
, ® 75 m/z 83.05 84.48%
| 177 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
95
s o AN B
13 13.20 13.40 13.60 13.80 14.00
m/z 95.10 76.06%
5000 55 109
69 137
0 28 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10037: 1-Piperidineacetonitrile B B e
123 13.20 13.40 13.60 13.80 14.00
m/z 123.10 70.03%
5000
a 83
27 69 7
0‘ ﬁwwwmm IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80 14.00

8270-BG051315.M Tue May 26 18:51:02 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 unknownl7.29 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.29 3.03 ng 64196 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.2.1]octa-2,6-diene, 2-... 182 C14H14 101166-08-9 43
2 2-Naphthalenecarboxaldehyde, oxi... 171 C11H9NO 051873-98-4 35
3 6-Methoxynicotinic acid 153 C7H7NO3 066572-55-2 35
4 Anthracene, 1,2,3,4-tetrahydro- 182 C14H14 002141-42-6 35
5 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 25

Abundance Scan 2485 (17.288 min): BG017271.D (-2482) (-) m/z 153.00 100.00%

182

5000
43 LI o i
196 219 239 264 17.00 17.20 17.40 17.60
0 m/z 182.10 94 _55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44209: Bicyclo[3.2.1]octa-2,6-diene, 2-phenyl-
182
167
5000 LN L L L L L LB
o 115 17.00 17.20 17.40 17.60
77 154 m/z 152 .00 80.11%
39 51 @5 103 || 128
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
153
A EEEEEEEE L
17.00 17.20 17.40 17.60
5000 m/z 154_.00 37.47%
127
51 63 77 171
o RMRES L H R | S |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25176: 6-Methoxynicotinic acid R R e R
152 17.00 17.20 17.40 17.60
m/z 155.05 27.77%
5000 123
51 64 7 04106 | 136
L = e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.99 5.82 ng 123313 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2605 (17.993 min): BG017271.D (-2602) (-) m/z 43.10 100.00%
57 13
5000 129
g7 115 213 256 e ———————
1437171885109 | 227242 | 270 17.60 17.80 18.00 18.20 18.40
o} m/z 41.05 94 _.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 R SRR BUNR B B
17.60 17.80 18.00 18.20 18.40
213 m/z 73.00 91.90%
m/z--> "lelhgllég 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 54 17.60 17.80 18.00 18.20 18.40
5000 m/z 55.10 82.99Y%
129
29 g7 115 171185 214
ol.15 g 152 199
mﬁmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid A RREEE RS E ST
43 o 73 17.60 17.80 18.00 18.20 18.40
m/z 57.05 81.07%
5000

T T T T T
17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.27 3.03 ng 80330 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 49
5 Undecanoic acid 186 C11H2202 000112-37-8 45
Abundance Scan 2822 (19.268 min): BG017271.D (-2820) (-) m/z 43.05 100.00%
43
5000
119.00 19.20 1940 19.60
O m/z 57.00 64 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43
5000 LN UL BN UL IR
19. 00 19 20 19. 40 19 60
2 m/z 73.00 60.57%
On:l-.zulu‘l..‘l‘l‘..“.‘l.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 SRR SR BN BN
19.00 19.20 19.40 19.60
5000 129 m/z 55.00 50.42%
185
97 228
2T | &g 113 157 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37192: n-Decanoic acid  EAE BB RS R
60 19.00 19.20 19.40 19.60
a1 m/z 41.10 47 .31%
5000 129
87
112 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1900 1920 1940 1960
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 Cycloeicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.98 3.05 ng 80858 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 94
2 1-Eicosene 280 C20H40 003452-07-1 90
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 89
4 1-Docosene 308 C22H44 001599-67-3 89
5 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 78
Abundance Scan 3113 (20.977 min): BG017271.D (-3110) (-) m/z 55.00 100.00%
55
83
5000
280 304325 357 417 20.60 20.80 21.00 21.20 21.40
ob——dy m/z 57.10 83.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106397: Cycloeicosane
55
5000 AU BRI B B
29 20.60 20.80 21.00 21.20 21.40
1 m/z 41.10  82.78%
ol Ll \\ “ L “\ \‘1?9 1681962242?2280,....,....,...
m/z--> 50 200 250 300 350 400
Abundance
43
83 LRI SN BRI BN
20.60 20.80 21.00 21.20 21.40
5000 ” m/z 43.10 76 .70%
139 280
0 167 209 252
mz-> 50 100 150 200 250 300 350 400
Abundance #90869: 13-Tetradecen-1-ol acetate A RRmEamEa S
43 20.60 20.80 21.00 21.20 21.40
83 m/z 83.10 64 .93%
5000
111
o ‘ 1139 167 194 224 254
m/z--> 50 1& ﬁo 200 250 300 350 400 20,60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017271.D

Acq On : 23 May 2015 7:57

Operator : TP/1Z

Sample - G2353-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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... 2.85 44.5 ng 490139 1 7.68 220116 20.0
Chloroiodomethane 3.42 4.1 ng 44676 1 7.68 220116 20.0
2-Pentanone, 4-hy... 4.80 5.4 ng 59845 1 7.68 220116 20.0
unknown7 .23 7.23 84.9 ng 933994 1 7.68 220116 20.0
unknownl13.16 13.16 3.7 ng 76493 3 14.33 410441 20.0
unknownl13.33 13.33 5.1 ng 103927 3 14.33 410441 20.0
p-Fluoroethylbenzene 13.47 3.7 ng 76090 3 14.33 410441 20.0
unknownl13.59 13.59 2.2 ng 45384 3 14.33 410441 20.0
unknownl17.29 17.29 3.0 ng 64196 4 17.08 423535 20.0
n-Hexadecanoic acid 17.99 5.8 ng 123313 4 17.08 423535 20.0
Octadecanoic acid 19.27 3.0 ng 80330 5 21.27 530304 20.0
Cycloeicosane 20.98 3.0 ng 80858 5 21.27 530304 20.0
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