LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 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 1.301 8 10 13 rVB 3082527 3403710 57.38% 11.299%
2 1.427 19 21 34 rvVB 80557 265211 4_47% 0.880%
3 1.598 34 36 39 rvw 128325 168926 2.85% 0.561%
4 1.667 41 42 50 rvv 282580 477445 8.05% 1.585%
5 1.781 50 52 98 rvB 2883703 5931711 100.00% 19.692%
6 4.924 326 327 333 rBV 131405 219577 3.70% 0.729%
7 5.462 372 374 377 rBV 969171 1055259 17.79% 3.503%
8 6.742 484 486 489 rBVY 1083036 1115500 18.81% 3.703%
9 6.879 496 498 501 rBY 1028798 1185338 19.98% 3.935%
10 7.165 521 523 526 rVB 282171 285679 4.82% 0.948%

11 7.359 537 540 542 rBV 714892 908659 15.32% 3.016%
12 7.862 581 584 586 rBV 821531 715856 12.07% 2.376%
13 8.742 659 661 666 rvB 432513 442392 7.46% 1.469%
14 10.091 777 779 782 rVB 1585655 1484005 25.02% 4.926%
15 10.559 817 820 821 rBV 100446 133782 2.26% 0.444%

16 10.594 821 823 825 rvVv 105324 159892 2.70% 0.531%
17 10.628 825 826 831 rVB3 44240 65997 1.11% 0.219%
18 10.742 834 836 839 rBv3 102977 179510 3.03% 0.596%
19 10.811 839 842 844 rvB2 119387 156942 2.65% 0.521%
20 10.856 844 846 847 rBV 46169 61290 1.03% 0.203%

21 10.891 847 849 850 rvv2 96325 109190 1.84% 0.362%
22 10.914 850 851 854 rVvB 370976 474364 8.00% 1.575%
23 10.971 854 856 859 rvB2 76546 109227 1.84% 0.363%
24 11.051 861 863 867 rBvV3 30687 69717 1.18% 0.231%
25 11.336 884 888 890 rBV 77126 117110 1.97% 0.389%

26 11.382 890 892 894 rvv 44961 63299 1.07% 0.210%
27 11.428 894 896 898 rvv 75445 97872 1.65% 0.325%
28 11.485 898 901 905 rvB2 67951 151851 2.56% 0.504%
29 11.897 935 937 940 rBV 888604 1005868 16.96% 3.339%
30 12.651 999 1003 1005 rvB2 29850 66828 1.13% 0.222%

31 12.765 1010 1013 1014 rVvVv 414876 520809 8.78% 1.729%
32 12.788 1014 1015 1017 rVvVv 294971 265424 4_47% 0.881%
33 12.857 1018 1021 1023 rVV 91549 111075 1.87% 0.369%
34 13.394 1065 1068 1069 rBV 48641 70532 1.19% 0.234%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 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

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

Method
Title

35 13.428 1069 1071 1073 rVVv2 66293 104734 1.77% 0.348%

36 13.485 1073 1076 1077 rVv2 80198 108608 1.83% 0.361%
37 13.520 1077 1079 1084 rVB3 97693 187481 3.16% 0.622%
38 14.262 1142 1144 1146 rBV 407260 492052 8.30% 1.633%
39 14.548 1166 1169 1171 rBV 452993 532670 8.98% 1.768%
40 14.754 1184 1187 1190 rBV 1508000 1751875 29.53% 5.816%

41 14.834 1190 1194 1196 rVV3 50518 140111 2.36% 0.465%
42 14.960 1204 1205 1209 rVB 84871 113328 1.91% 0.376%

43 15.097 1215 1217 1221 rVB2 46123 72773 1.23% 0.242%
44 15.600 1256 1261 1266 rBVY 103872 373742 6.30% 1.241%
45 15.726 1270 1272 1274 rBV2 34473 62822 1.06% 0.209%
46 15.771 1274 1276 1279 rVV2 37444 76760 1.29% 0.255%

47 15.931 1287 1290 1294 rBV2 154905 257422 4_.34% 0.855%
48 16.046 1297 1300 1302 rBV2 579753 916474 15.45% 3.042%
49 16.171 1309 1311 1313 rBV2 38635 70651 1.19% 0.235%
50 16.548 1342 1344 1346 rVB 60745 69953 1.18% 0.232%

51 17.211 1399 1402 1406 rBV 162203 420398 7.09% 1.396%
52 17.349 1411 1414 1421 rVB 289097 826443 13.93% 2.744%
53 17.531 1427 1430 1431 rBV2 101831 203829 3.44% 0.677%
54 17.669 1439 1442 1444 rBV 165271 320264 5.40% 1.063%
55 17.726 1444 1447 1450 rVB 293589 420985 7.10% 1.398%

56 17.794 1450 1453 1454 rBV 355627 512460 8.64% 1.701%
57 19.189 1573 1575 1582 rVB2 118144 244218 4.12% 0.811%
58 19.600 1609 1611 1616 rVB 96629 193224 3.26% 0.641%

Sum of corrected areas: 30123124
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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

Abundance TIC: BF079332.D
1|30
3000000 1.78

2500000
2000000
1500000

6.74.88
1000000 5.46 8

500000 167
1.43. 4.92

O b o g o A P R B

Time--> 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: BF079332.D

3000000
2500000
2000000
10.09
1500000

1000000 11.90

500000 8.74

R D

T T
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 14.50
Abundance TIC: BF079332.D

3000000

2500000

2000000

14.75

1500000

1000000

500000 1919 19.60

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\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1 unknownl1.30 Concentration Rank 2

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

1.30 238.29 ng 3403710 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 10 (1.301 min): BF079332.D (-8) (-) m/z 73.10 100.00%
73
5000 43
89
1.30 1.40 1.50 1.60 1.70
0 1T NI | m/z 43.05 50.17%
LR U SR SR UL UL FULRLEL ILELIL L SO SRR UL B - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.30 1.40 1.50 1.60 1.70
a1 89 m/z 89.10 29.61%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
33 1.30 1.40 1.50 1.60 1.70
5000 m/z 41.05 9.84Y%
27
59 74
e S I S SULIULS SUSIIL IS IULILS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
78 1.30 1.40 1.50 1.60 1.70
43 m/z 45.10 7 .80%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 1 \‘ 6\1 67 ol 82 8\9 100
m/z--> fo 25 35 Jo éo eb 75 éo do 160 1io 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\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

1.60 11.83 ng 168926 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 16
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 36 (1.598 min): BF079332.D (-34) (-) m/z 73.05 100.00%
3
5000 43
55 87 S G —
. | . 140 160 1.80 2.00
Ol e sl e ST+ m/Z 43.10 36.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 R L IS L
43 140 1.60 1.80 2.00
55 87 m/z 55.10 25.01%
0 ?9 35 ‘M‘\ ‘ 67 |/, 80
RSN IO UL UL SV SULIULE SURIUL UL UL B B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
41 55 87 140 1.60 1.80 2.00
5000 m/z 87.10 23.86%
29
15 67 97
I R RS RN RS AN IR IS LR RARSS RS RARAS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2-methyl- e P P
5 73 140 1.60 1.80 2.00
m/z 41.05 12.65%
5000
43
0 \?} 37 | . 67 || 83 97 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.92 15.37 ng 219577 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 327 (4.924 min): BF079332.D (-326) (-) m/z 43.10 100.00%
43
59
5000
6 | o 1‘|’1 4.60 480 500 520
o SN 1 SRS 11 LS M m/z 59.10 53.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR AN AR
4.60 4.80 5.00 5.20
59 m/z 101.10 15.92%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.60 480 500 520
5000 41 m/z 58.10 14.97%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R A BamaaEE B
59 4.60 4.80 5.00 5.20
m/z 41.10 9.40%
5000
a1 101
S oY RN L. SN R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 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 unknown6.88 Concentration Rank 3

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

6.88 82.98 ng 1185340 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 498 (6.879 min): BF079332.D (-496) (-) m/z 132.00 100.00%
5000 68
20 54 % J 660 680 7.00 7.20
o frer lwsus o m/z 68.10 44.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U LU I I L
6.60 6.80 7.00 7.20
31 51 78 m/z 134.00 31.36%
0 ‘ b1 H Moy . !
L LA SR SR WL IS UL UL BN
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
660 680 7.00 7.20
5000 m/z 66.10 28.83%
33 44 o 105
o € 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R E S Rman nay
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 18.19%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | U N
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 10 Cyclohexene, 1,5,5-trimethy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.97 4.61 ng 109227 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 53
2 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 37
3 3-Fluorobenzoic acid. undec-2-en... 292 C18H25F02 1000292-60-8 37
4 2-Fluorobenzoic acid. 3-tetradec... 336 C21H33F02 1000280-61-3 37
5 2-(1-Methylcyclopropyl)thiophene 138 C8H10S 1000100-02-7 37
Abundance Scan 856 (10.971 min): BF079332.D (-854) (-) m/z 123.10 100.00%
123
5000 55
41 69 81 % 109
137 207 VNS SR SUNL I
159 179 193 10.60 10.80 11.00 11.20
0 m/z 55.10 40.27%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42643: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl-
123
43
5000 VAR SR SUGLIE B
95 1060 10.80 11.00 11.20
55 o7 81 109 165 m/z 69.10 38.43%
0 I i \“H \M H‘H\ ‘H\ HH Hllfl?rl:!'?zl I‘”]IBO” ARSI
miz—-> 20 100 120 140 160 180 200 220 240
Abundance
123
s 10.60 10.80 11.00 1120
5000 m/z 95.10 36.17%
73 95
55
107 138
R R R S A B L SRS RS RN SRR SRR
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #113207: 3-Fluorobenzoic acid, undec-2-enyl ester R R RREEEEa
123 10.60 10.80 11.00 11.20
m/z 41.05 35.19%
5000

41 54 95
29 67 82 110 140152 169 194 221235249

L A 1N N e i A sl S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 11 unknownll.34 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.34 4.94 ng 117110 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 35
2 Cvclopentane. 1.1"-I3-(2-cvclope... 304 C22H40 055255-85-1 27
3 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 25
4 3.5-Diamino-6-I2-thienvl1-1.2.4-_... 193 C7H7N5S 058848-66-1 22
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 20

Abundance Scan 888 (11.336 min): BF079332.D (-884) (-) m/z 123.10 100.00%

55 69 123 193

5000
222 11.00 11.20 11.40 11.60
0 m/z 193.20 95.64%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95109 e
11.00 11.20 11.40 11.60
m/z 69.10 89.19%
138 208
5 152
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 69 83
97 IIIIIIIIIIIIIIIIIIIIII
111 11.00 11.20 11.40 11.60
5000 m/z 55.10 84 .49%
206
37151
165179 220234 263278 304

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60920: Cyclopropane carboxamide, 2-cyclopropyl-2-methyl-N... T T T T T T
1 69 11.00 11.20 11.40 11.60
m/z 109.10 74_.26%

5000

10124139 164178145277

I I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 12 unknownl11.43 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.43 4.13 ng 97872 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 32
2 1.3-Benzenediamine. 4-methoxv- 138 C7H10N20 000615-05-4 27
3 Octopamine 153 C8H11NO2 000104-14-3 27
4 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 27
5 Cyclopentene, 1,2,3,4,5-pentamet... 138 C10H18 1000154-28-6 22
Abundance Scan 896 (11.428 min): BF079332.D (-894) (-) m/z 123.10 100.00%
3
173
5000 69 109
41 % | 81 95
11.20 11.40 11.60 11.80
0 m/z 173.10 50.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42643: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl-
123
43
5000
11.20 11.40 11.60 11.80
55 57 81 109 165 m/z 109.10 41.81%
[ E— e IH \“H \M\ H‘H\ ‘H\ H‘\L lehl\l I]"??I.:!.SIZI .“. I:II'8O” R Emaaa
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
123
138 " 11120 1140 11.60 11.80
5000 m/z 69.10 41.44%
95
15 27 41 52 67 78 110
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25235: Octopamine R B A B
123 11.20 11.40 11.60 11.80
m/z 55.10 34.73%
5000 7 o8
51 §5 107 1?6 153
0 S \”” 8 PSS ] MY S l... ...‘. S — e —
m/z--> ﬁo 45 65 85 160 150 150 160 180 260 250 1f20 1140 1160 1180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 13 unknownl11.49 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.49 6.40 ng 151851 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 46
2 trans.trans-3-Ethvlbicvclol4.4.0... 166 C12H22 058462-32-1 42
3 Bicvclol2.2.1Theptan-2-one. 1.4.... 166 C11H180 010309-50-9 38
4 cis. cis-3-Ethvlbicvclol4.4.01de... 166 C12H22 066660-42-2 38
5 Bicyclo[2.2.1]heptane-2,3-dione, ... 166 C10H1402 000465-29-2 35
Abundance Scan 901 (11.485 min): BF079332.D (-898) (-) m/z 109.10 100.00%
109 137
55
41 69 81 95
5000
'11.20 11,40 1160 11.80
(o} m/z 137.10 93.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33338: trans, cis-3-Ethylbicyclo[4.4.0]decane
8l o5 137
166
5000 67 L LA IS B B
55 nmnmnmnm
109 m/z 55.10 80.52%
‘ | ‘ 124
0|||||||||Hi||“|‘||“i‘i||H|‘|||‘|||||||‘|||||||‘|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81 137
95 A DAL L B UM
11.20 11.40 11.60 11.80
5000 o 67 166 m/z 165.10 68.41%
109 ;55
S R R I S L S UL S S SN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33219: Bicyclo[2.2.1]heptan-2-one, 1,4,7,7-tetramethyl- R Al A mE A
82 109 11.20 11.40 11.60 11.80
a m/z 41.10 64 .52%
55
5000 192
o5 166
H 138 ‘
m/z--> o 100 120 140 160 180 200 220 nmnmnmnm

8270-BF043015.M Tue May 19 12:54:48 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 14 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.49 4_.17 ng 108608 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 56
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 53
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 49
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 49
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 49
Abundance Scan 1076 (13.485 min): BF079332.D (-1073) (-) m/z 192.10 100.00%
192
5000 f! “ﬁ
13.20 13.40 13.60 13.80
0 m/z 73.00 68.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000 29
13.20 13.40 13.60 13.80
129 m/z 60.00 63.97%
85 256
o ALl il M‘ 8 115 | 143157171185 199 '3 227539
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
192
A AN SRR AR R
13.20 13.40 13.60 13.80
5000 m/z 43.10 56.16%
96 165
0 0 D us o5 W
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #50624: Phenanthrene, 3-methyl- Al Eama s B
192 13.20 13.40 13.60 13.80
m/z 57.10 51.36%
- J«U\A\J\J\M
o283 63 82 M 115 139152165177 h\
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 15 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.52 7.20 ng 187481 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 43
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
4 Benzene. 1.1"-(1.2-propadienvlid... 192 C15H12 014251-57-1 25
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 25
Abundance Scan 1079 (13.520 min): BF079332.D (-1077) (-) m/z 190.10 100.00%
190

5000

P

95

13.20 13.40 13.60 13.80
m/z 189.10 96.19%

3 5163 81 205 225239 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 LA L L LB L LN |
94 13.20 13.40 13.60 13.80
m/z 192.10 53.80%
oL 27395163 8l | 110122 137150163 178 |
T T T T e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
190
45 146
13.20 13.40 13.60 13.80
5000 82 m/z 191.10 43_.57%
117
57 69 162
33 102/ |, 130 174
A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50622: Phenanthrene, 4-methyl- — T
192 13.20 13.40 13.60 13.80
m/z 95.10 22 .51%
- fA“””‘f*/VMV\A\rvfmn/\J»v\
95 165
0 63 B2l aesweis2 |
I B B R BN R E n e o e s e e e R R EamEsmmaas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13 20 13. 40 13. 60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 16 3,4:8,9-Dibenzopyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.60 8.16 ng 373742 Chrysene-di12 16.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 98
2 3.4:9.10-Dibenzopvrene 302 C24H14 000189-55-9 95
3 Dibenz(a.e)aceanthrvlene 302 C24H14 005385-75-1 78
4 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 78
5 Dibenzo[fg,op]naphthacene 302 C24H14 000192-51-8 60
Abundance Scan 1261 (15.600 min): BF079332.D (-1256) (-) m/z 302.10 100.00%
302
5000 230 \//,/&v\
15.20 15.40 15.60 15.80 16.00
of m/z 230.10 49 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118891: 3,4:8,9-Dibenzopyrene
302
5000 UL AR U AR
15.20 15.40 15.60 15.80 16.00
151 m/z 303.10 30.73%
ol 40 74 100 124 | 168185202 224 248 274 |
m>m&mmmmmmmmmmmmmm
Abundance
302
15.20 15.40 15.60 15.80 16.00
5000 m/z 151.10 23.11%
151
ol 41 63 92 125 170 198 222 248 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118895: Dibenz(a,e)aceanthrylene I RRaEEEEE S
302 15.20 15.40 15.60 15.80 16.00
m/z 300.10 22 .30%
o \//\A/\M\r\/
151
ob..39 74 100 124 | 174 198 222 248 274 m
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Cyclotridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.93 5.62 ng 257422 Chrysene-di12 16.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotridecane 182 C13H26 000295-02-3 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 94
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94
Abundance Scan 1290 (15.931 min): BF079332.D (-1287) (-) m/z 57.10 100.00%
57 83
5000 111 /\/\A/\K//\—J\»
UL B BN SR
3 l 140 182 234 15.60 15.80 16.00 16.20
ol A 107 182 17y 266289 80 352 | Aol o 87.06W
m/z--> 50 100 150 200 250 300 350
Abundance #44130: Cyclotridecane
4
69
5000 L PR RN B SRR
15.60 15.80 16.00 16.20
m/z 43.10 85.64%
| +
0.‘. IM‘ N N —
m/z--> 50 200 250 300 350
Abundance
57 83
15.60 15.80 16.00 16.20
5000 111 m/z 83.10 84 .82%
. 139 167 106 220 266 294 320349 _hA,~_AA,W_AJKVV~A,_A,N/w—
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester R EmEe e AR
3 15.60 15.80 16.00 16.20
83 m/z 69.10 74.78%
5000
111
0! 2 6 A ‘ \H LH J\ 13\9 ; 182 210
m/z--> 50 100 150 200 250 300 350 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079332.D

Aca On : 19 May 2015 4:55

Operator : TP/1Z

Sample : 62283-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 19 1,2:4,5-Dibenzopyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.53 7.95 ng 203829 Perylene-di12 17.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 81
2 3.4:9.10-Dibenzopvrene 302 C24H14 000189-55-9 68
3 Indenoll.2.3-falnaphthacene 302 C24H14 000203-11-2 58
4 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 58
5 Nonadecane 268 C19H40 000629-92-5 48
Abundance Scan 1430 (17.531 min): BF079332.D (-1427) (-) m/z 302.20 100.00%
302
5000 M
U DA DR B SR
217 5ag 270 398410368 17.20 17.40 17.60 17.80
o 190 38R A0 Twsz 57.10  79.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #118889: 1,2:4,5-Dibenzopyrene
302
5000 LS SRR U BN SRR
17.20 17.40 17.60 17.80
m/z 43.10 49_.43%
0 69 99 124 1?1 222 248 274 M
m/z--> 50 100 150 200 250 300 350 400
Abundance
302
17.20 17.40 17.60 17.80
5000 m/z 71.10 47 .95%
151
0 63 99 125 174 198 222 248 274
m/z--> 50 100 150 200 250 300 350 400
Abundance #118897: Indeno[1,2,3-fg]naphthacene A ERmmaE R
302 17.20 17.40 17.60 17.80
m/z 85.10 39.66%
| xﬂm$V4,VMJLnNMMVvAf»
5000
ol_ 51 74 ‘9? k124ﬂ 174 198 224 248 274
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051815\
Data File : BF079332.D

Acq On : 19 May 2015 4:55

Operator : TP/1Z

Sample - G2283-03

Misc :

ALS Vial : 20 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]
unknownl1 .30 1.30 238.3 ng 3403710 1 7.16 285679 20.0
Butane, 2-methoxy... 1.60 11.8 ng 168926 1 7.16 285679 20.0
2-Pentanone, 4-hy... 4.92 15.4 ng 219577 1 7.16 285679 20.0
unknown6 .88 6.88 83.0 ng 1185340 1 7.16 285679 20.0
Cyclohexene, 1,5,... 10.97 4.6 ng 109227 3 10.91 474364 20.0
unknownll.34 11.34 4.9 ng 117110 3 10.91 474364 20.0
unknownl11.43 11.43 4.1 ng 97872 3 10.91 474364 20.0
unknownl11.49 11.49 6.4 ng 151851 3 10.91 474364 20.0
n-Hexadecanoic acid 13.49 4.2 ng 108608 4 12.77 520809 20.0
4H-Cyclopenta[def... 13.52 7.2 ng 187481 4 12.77 520809 20.0
3,4:8,9-Dibenzopy... 15.60 8.2 ng 373742 5 16.05 916474 20.0
Cyclotridecane 15.93 5.6 ng 257422 5 16.05 916474 20.0
1,2:4,5-Dibenzopy... 17.53 8.0 ng 203829 6 17.79 512460 20.0
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