LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\

Data File : BF078937.D

Aca On : 5 May 2015 12:59 Instrument :
Operator : TP/1Z BNA_F

Sample - G2115-02 ClientSampleld :
Misc - DUMBO-EP-6
ALS Vial : 9 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-BF043015.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 1.267 5 7 26 rvB3 256381 1120626 20.86% 3.516%
2 1.507 26 28 31 rVB 4061048 5371612 100.00% 16.855%
3 1.656 38 41 50 rvB 313469 548427 10.21% 1.721%
4 1.770 50 51 55 rvv 287801 420390 7.83% 1.319%
5 1.838 55 57 61 rvv 205419 311401 5.80% 0.977%
6 1.907 61 63 87 rVvB 1899969 4521564 84.18% 14.188%
7 5.164 346 348 353 rVB 177998 255158 4._.75% 0.801%
8 5.656 388 391 393 rBVY 1241099 1508566 28.08% 4.734%
9 6.902 497 500 503 rBY 1750733 1638060 30.49% 5.140%
10 7.062 512 514 517 rBVY 1706938 1657289 30.85% 5.200%

11 7.359 538 540 542 rBV 403477 397774 7.41% 1.248%
12 7.542 554 556 558 rBV 1444199 1290495 24.02% 4.049%
13 8.045 597 600 602 rBV 1211707 1037172 19.31% 3.254%
14 8.936 675 678 680 rBvV 435136 527702 9.82% 1.656%
15 9.633 737 739 742 rBV 90901 87536 1.63% 0.275%

16 10.274 793 795 798 rBV 1889170 2059595 38.34% 6.463%
17 10.445 808 810 812 rVB 61722 56485 1.05% 0.177%
18 10.776 837 839 842 rBV 135346 141275 2.63% 0.443%
19 11.108 866 868 870 rBV 639184 588661 10.96% 1.847%
20 12.011 944 947 949 rBV 417726 401963 7.48% 1.261%

21 12.091 951 954 956 rBV 1091636 1250895 23.29% 3.925%
22 12.537 990 993 995 rBvV 144191 168246 3.13% 0.528%
23 12.948 1027 1029 1031 rBV 475641 642088 11.95% 2.015%
24 12.982 1031 1032 1034 rVB 147847 112863 2.10% 0.354%
25 13.200 1048 1051 1054 rBV 149014 198630 3.70% 0.623%

26 14.320 1146 1149 1150 rBV3 53778 90533 1.69% 0.284%
27 14.457 1159 1161 1163 rVB 106307 127359 2.37% 0.400%
28 14.560 1167 1170 1175 rVB 89593 121006 2.25% 0.380%
29 14.743 1181 1186 1189 rBV 144155 167305 3.11% 0.525%
30 14.948 1201 1204 1207 rBV 2265936 2415411 44.97% 7.579%

31 15.165 1215 1223 1224 rBV6 24842 77727 1.45% 0.244%
32 15.440 1245 1247 1253 rVB2 33910 65029 1.21% 0.204%
33 15.543 1253 1256 1259 rBV 81600 107487 2.00% 0.337%
34 15.874 1282 1285 1289 rBV5 20356 57573 1.07% 0.181%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 16.137 1303 1308 1314 rBV2 163482 300897 5.60% 0.944%

36 16.263 1316 1319 1321 rVV 568269 843851 15.71% 2.648%
37 16.297 1321 1322 1329 rVB2 78512 137901 2.57% 0.433%

38 16.571 1344 1346 1353 rVB4 26579 57785 1.08% 0.181%
39 17.623 1436 1438 1447 rVB 51007 136084 2.53% 0.427%
40 18.034 1472 1474 1477 rBY 50194 69840 1.30% 0.219%

41 18.103 1477 1480 1483 rBVY 584775 779657 14.51% 2.446%

Sum of corrected areas: 31869918
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050515\

BFO78937.D

5 May 2015 12:59

TP/1Z

G2115-02

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000
.27

TIC: BFO78937.D
51

1.91
6.9 .06

7.54

1.66
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Time-->
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5.50

50

2.00

4.00

I
2.50

3.00

3.50
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4000000

3000000

2000000

8.04
1000000

TIC: BFO78937.D

10.27

12.09

11.11

8.94 12.01 12.95
1&9&320

9;\63 14.241466!

10.78 12.54
10.44 i

05
Time--> 8.00

14.50

13.50 14.00

12.50

13.00

12.00

11.00 11.50

10.50

9.50 10.00

8.50

9.00

Abundance
4000000

3000000

2000000

1000000

14.74 | 15 17 1514454 15.87-518.30 16 57

TIC: BFO78937.D

14.95

18.10

17,62 18;&

16.26

0
Time-->

15.00

20.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Cyclopentane, methyl- Concentration Rank 5

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

1.27 56.34 ng 1120630 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 56
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 40
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 33
5 2-Azetidinone, 3,3-dimethyl- 99 C5H9NO 007486-91-1 9

Abundance Scan 7 (1.267 min): BF078937.D (-5) (-) m/z 56.10 100.00%
96
5000 41 6

1.30 1.40 1.50 1.60 1.70

36|, s0 | 65 79 87

Obrrrrrrrrprreprerprrrrrrrrrrrre e e e e e e m/z 41.10 48.55%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69 LELELEN B B LN LB L BN B

1.30 1.40 1.50 1.60 1.70
m/z 69.10 37.52%

28

84
15 ‘\ 37 5‘1“ 65, 77
O T T o T P T e = e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
56
41 1.30 1.40 1.50 1.60 1.70
5000 m/z 55.10 25.73%
27
69
0 1 15 3337 51 | 6065 | 7377 B84
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1307: 1H-Tetrazole, 5-methyl-
56 1.30 1.40 1.50 1.60 1.70
21 m/z 42.05 19.99%
5000
42
38 ‘ 84
| | I I I [ I I [ I T I I I [ I I I I I | | | |
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.51 270.08 ng 5371610 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 28 (1.507 min): BF078937.D (-26) (-) m/z 73.10 100.00%
73
43
5000
89
LA L AL N
55 140 160 1.80
O e o L L 88 e Tm/z 43.10 53.19%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 AL N ISR
140 160 1.80
a1 89 m/z 89.10 29.26%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 140 160 180
5000 m/z 41.05 10.92%
27
59 74
S L L UL UL UL S I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide
30 73 140 160 1.80
m/z 45.10 8.42%
5000
58
44
0 1‘5\ 25“ 39\\‘\\‘ 51 11l
LR FREL LN SN SR FULELEL UL UL UL SURLLL IR A I AL I
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.84 15.66 ng 311401 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (1.838 min): BF078937.D (-55) (-) m/z 73.10 100.00%
7B
5000
43 55 87 2
1.60 1.80 2.00 2.20
o} INN—— ] ¥ NN VSN ) IS N m/z 55.05 26.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 U UL L R
43 1.60 1.80 2.00 2.20
55 87 m/z 43.10 24.84%
29
0'“I”'W'”'P'”I”'ﬁhm'PJ“I”'Wt“?q“'P'”l”'W'“'P'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
1.60 1.80 2.00 2.20
5000 - m/z 87.10 23.89%
43
27
0 15 63 83 98 115
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1967: Silane, tetramethyl- e S AR REmEas
73 1.60 1.80 2.00 2.20
m/z 71.10 11.53%
5000
43
oL 2 15 g || 586 | 8188
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 160 180 200 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.16 12.83 ng 255158 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 348 (5.164 min): BF078937.D (-346) (-) m/z 43.05 100.00%
43
59
5000
101
| 83 | 207 480 5.00 5.20 5.40
O‘W—V—v—v—rv—v—v—rﬁl'u---'h----|'----'|----|----|----|----|----|---- m/z 59.10 53.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL L AL I
59 480 500 520 540
m/z 101.10 18.99%
15 4 101
M 1y ' 83 L ‘
S L L S I S S B SR S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540
5000 m/z 58.10 16.51%
101
15 31 %8 60 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester AR B
59 480 5.00 5.20 5.40
m/z 41.10 7.63%
5000 41
o [l s 126 14 \
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown7.06 Concentration Rank 3

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

7.06 83.33 ng 1657290 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 514 (7.062 min): BF078937.D (-512) (-) m/z 132.00 100.00%
132
5000 68
96 U UL UL UL IR
40 54 28 06 6.80 7.00 7.20 7.40
01 e B m/z 68.10 43.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL LU UL IR
6.80 7.00 7.20 7.40
31 51 m/z 134.00 32.05%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 28.01%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! S REEEE mE s
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 17.32%
5000 og 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN A U A S
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Ethanol, 1-methoxy-, benzoate Concentration Rank 16

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

9.63 3.32 ng 87536 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. l-methoxv-. benzoate 180 C10H1203 051835-44-0 72
2 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 23
3 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 9
4 Acetic acid. chloro-. methvl ester 108 C3H5CI02 000096-34-4 9
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 739 (9.633 min): BF078937.D (-737) (-) m/z 59.10 100.00%
59
5000
43 " 105 SN § NN
9.40 9.60 9.80 10.00
121
0 ...,....-,'..'|..i....',..9.1.,.||...,'....,....,....,.. m/z 77.10 27.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42218: Ethanol, 1-methoxy-, benzoate
59
5000 LR L L UL
75 105 9.40 9.60 9.80 10.00
m/z 105.00 25.53%
43
o Ll “ | 12 149 165 180
L L L B L L UL L L DL L W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
940 9.60 9.80 10.00
5000 m/z 43.10 23 .54%
31 43
0 74 87 103 116
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13860: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester
59 9.40 9.60 9.80 10.00
m/z 51.10 16.36%
5000
43
o 15 m‘ \‘ .70 89 117
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.01 13.66 ng 401963 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzovl bromide 184 C7H5BrO 000618-32-6 47
3 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BroO 002114-00-3 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47
Abundance Scan 947 (12.011 min): Ia’;FO78937.D (-944) () m/z 105.00 100.00%
105
77
5000 162
51 I | N
152 11.60 11.80 12.00 12.20 12.40
Ob iy .'|. &3 i 87 ) 115126 141 BT 165 m/z 77.10 61.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44105: Benzophenone
105
77
5000 R UL SURRISN SN B
182 11/60 11,80 12,00 12.20 12.40
51 m/z 182.10 50.09%
o, 1827 39 | 63 | 8 | 115126 152 185 |
miz--> 20 40 60 8 100 120 140 160 180
Abundance
105
7 11.60 11.80 12,00 12.20 12.40
5000 m/z 51.10 23.10%
51
27 38 62 86
S S S L L UL L B B W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20627: Benzenepropanenitrile, .beta.-oxo- T P
105 11.60 11.80 12.00 12.20 12.40
m/z 181.10 8.34%
77
5000
51
1827 39 | 63 | 8 | 116 145
m/z--> 20 40 60 80 100 120 140 160 180 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\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Propenoic acid, (1-methyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.54 5.24 ng 168246 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. (1-methvl-1.2-... 300 C15H2406 042978-66-5 78
2 Heptvl ethvilphosphonofluoridate 210 C9H20FO02P 162085-85-0 36
3 Heptanoic acid. anhvdride 242 C14H2603 000626-27-7 17
4 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 9
5 1H-Pyrazole, 4-nitro- 113 C3H3N302 002075-46-9 9
Abundance Scan 993 (12.537 min): BF078937.D (-990) (-) m/z 113.10 100.00%
56 113
5000 /\/L
a1 12.20 12, 4'o' 12.60 12.80 '
Ol ey o 82 v m/z 55.10 98.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117413: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
55 113
5000

12.20 12.40 12.60 12.80
m/z 41.05 7.93%

41
0 .. L. 738 99 | 126 143 157 175185 199 215
e i e T B e S S
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
113

12. 20 12. 40 12. 60 12.80

5000 m/z 114.00 7.29%
o2 4156 70 g4 o5 125 167
A s B e A I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83528: Heptanoic acid, anhydride SNN——— VA W— ....
113 12. 20 12. 40 12. 60 12. 80

m/z 42.10 4_65%

5000
85
73 101 130

m/z--> 20 60 80 100 120 140 160 180 200 220 12. 20 12. 40 12. 60 12. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownl13.20 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.20 6.19 ng 198630 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. (1-methvl-1.2-... 300 C15H2406 042978-66-5 59
2 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 38
3 2-Propvl-4-methvilthiazole 141 C7H11NS 052414-87-6 38
4 Heptanoic acid. anhvdride 242 C14H2603 000626-27-7 37
5 3-Methylpentyl ethylphosphonoflu... 196 C8H18F02P 1000298-39-1 36
Abundance Scan 1051 (13.200 min): BF078937.D (-1048) (-) m/z 55.00 100.00%
5 113
5000
41 69 141
85 12.80 13.00 13.20 13.40 13.60
0.,....',l-'...",..|..,...9?...'.,1.2.7..,|..'.1?,7....,....,.... - 'm/z 113.10 86.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117413: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox
55 113
5000 AR PN UL BN B

12.80 13.00 13.20 13.40 13.60
m/z 141.10 16.20%

41

0 Ll 7385 99 | 126 143 157 175 199 215
L I e o o e e L i b B e RS s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81 113
SN W § VR
41 59 12.80 13.00 13.20 13.40 13.60
5000{ 27 m/z 69.05 15.42%
97
140
0 70 128 150 172
i o o e L i o o o o B AL m i e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18248: 2-Propyl-4-methylthiazole
71 113 12.80 13.00 13.20 13.40 13.60
m/z 41.10 13.53%
45 126
5000 141
.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 80 13. OO 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 5-Eicosene, (E)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.32 2.82 ng 90533 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 80
2 1-Nonadecene 266 C19H38 018435-45-5 80
3 1-Docosene 308 C22H44 001599-67-3 80

4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 64
5 1-Hexadecanol 242 C16H340 036653-82-4 58

Abundance Scan 1149 (14.320 min): BF078937.D (-1146) (-) m/z 55.10 100.00%

56

83

5000
111 137

=3

14.00 14.20 14.40 14.60

O m/z 83.10 67.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 LA L L L L L LN |
14.00 14.20 14.40 14.60
29 m/z 69.10 67.05%
ol 139154 182 209
ARNRARRE ARy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
5000 m/z 43.10 63.54%
125
0 27 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
T T T T T

Abundance #121981: 1-Docosene I T e e
14.00 14.20 14.40 14.60

m/z 41.10 61.43%

5000

125

3

153168
e N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14. 20 14.40 14.60

8270-BF043015.M Wed May 06 12:45:16 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Bis(2-ethylhexyl) maleate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.77 ng 121006 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 90
2 Hexanoic acid. tetradecvl ester 312 C20H4002 071801-23-5 35
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 35
4 Acetic acid. cvano-. 2-ethvlhexv... 197 C11H19NO2 013361-34-7 27
5 dI-2-Ethylhexyl chloroformate 192 C9H17Cl102 024468-13-1 27
Abundance Scan 1170 (14.560 min): BF078937.D (-1167) (-) m/z 57.10 100.00%
57
5000 1001’
83 et
3 14.20 14.40 14.60 14.80
oLk -.-||l.-',~ L. M m/z 71.10 63.82%
m/z--> 50 100 150 200 250 300
Abundance #137211: Bis(2-ethylhexyl) maleate
57 117
5000 100 L IR B B IR
29 14.20 14.40 14.60 14.80
m/z 70.05 55.14%
ol12 ‘L M w “ 139 167185 212229 297 341
m/z--> 50 100 150 200 250 300 '
Abundance
43 117
14.20 14.40 14.60 14.80
5000 s 99 m/z 117.00 51.55%
196
. 26 140 168 241
m/z--> " 50 100 150 200 280 300
Abundance #12323: Pentane, 2,2,3,3-tetramethy!l- e A
57 14.20 14.40 14.60 14.80
m/z 43.10 51.45%
5000
29 ‘ 9%
m/z--> 50 100 150 200 250 300 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 4,8,12,16-Tetramethylheptad... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.55 ng 107487 Chrysene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8.12.16-Tetramethvlheptadecan-... 324 C21H4002 096168-15-9 80
2 Hexanoic acid. 4-hexadecvl ester 340 C22H4402 1000282-83-8 59
3 .delta. Nonalactone 156 C9H1602 003301-94-8 47
4 2(3H)-Furanone. 5-hexvildihvdro-4... 184 C11H2002 125133-98-4 47
5 2H-Pyran-2-one, 6-heptyltetrahydro- 198 C12H2202 000713-95-1 47
Abundance Scan 1256 (15.543 min): BF078937.D (-1253) (-) m/z 99.10 100.00%
9o
5000 43

126 15.20 15.40 15.60 15.80

153

189 207 232

0! m/z 43.10 46.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide
99
5000 43 LA L L L L L LB L L B
15.20 15.40 15.60 15.80
69 m/z 57.10 36.42%
0 L ‘ | M ‘L 151167184 203 221 254 306 324
A e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
2 R AR R
15.20 15.40 15.60 15.80
5000 m/z 55.10 34.85%

7
o 27 117 139155171 197 224241
.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #27621: .delta. Nonalactone R R Bmman
99 15.20 15.40 15.60 15.80

m/z 69.10 31.42%

5000 42
70

| 115 138156
N — LS e ST

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15.40 15.60 15.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078937.D

Aca On : 5 May 2015 12:59

Operator : TP/1Z

Sample : 62115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 17 Trichloroacetic acid, hexad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.14 7.13 ng 300897 Chrysene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 90
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
Abundance Scan 1308 (16.137 min): BF078937.D (-1303) (-) m/z 57.10 100.00%
57
83
5000
111
139 234 15.80 16.00 16.20 16.40
ol ,'-...',.1.1.4-,-%‘5.7..,299..'.,....,....,....,....,...., m/z 43.10 89.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 AR SR A B
15. 80 16. oo 16. 20 16. 40
125 m/z 55.10  79.31%
0 I‘ .15.3..196.2.2‘.1.|....|....|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
43
15,80 16.00 16.20 1640
5000 83 m/z 83.10 76.08%
111
o 139167 196 224 267292 321 462 490
m/z--> §0 160 1%0 260 250 300 350 460 4éo '
Abundance #140345: Bromoacetic acid, pentadecy! ester R R RS S
43, g3 15.80 16.00 16.20 16.40
m/z 69.10 73.22%
5000
111
m/z--> 50 100 150 200 250 300 350 400 450 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
Data File : BF078937.D

Acq On : 5 May 2015 12:59

Operator : TP/1Z

Sample : G2115-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Cyclopentane, met... 1.27 56.3 ng 1120630 1 7.36 397774 20.0
Propane, 2,2-dime... 1.51 270.1 ng 5371610 1 7.36 397774 20.0
Butane, 2-methoxy... 1.84 15.7 ng 311401 1 7.36 397774 20.0
2-Pentanone, 4-hy... 5.16 12.8 ng 255158 1 7.36 397774 20.0
unknown? .06 7.06 83.3 ng 1657290 1 7.36 397774 20.0
Ethanol, 1-methox... 9.63 3.3 ng 87536 2 8.94 527702 20.0
Benzophenone 12.01 13.7 ng 401963 3 11.11 588661 20.0
2-Propenoic acid, ... 12.54 5.2 ng 168246 4 12.95 642088 20.0
unknown13.20 13.20 6.2 ng 198630 4 12.95 642088 20.0
5-Eicosene, (E)- 14.32 2.8 ng 90533 4 12.95 642088 20.0
Bis(2-ethylhexyl) ... 14.56 3.8 ng 121006 4 12.95 642088 20.0
4,8,12,16-Tetrame... 15.54 2.5 ng 107487 5 16.27 843851 20.0
Trichloroacetic a... 16.14 7.1 ng 300897 5 16.27 843851 20.0
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