LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 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-BF060716.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal - TIC: BF087804.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.678 5 8 11 rVB 3751917 5216474 100.00% 17.699%
2 1.758 14 15 25 rv 254199 442048 8.47% 1.500%
3 1.895 25 27 41 rVB 1549846 2626301 50.35% 8.911%
4 2.078 41 43 60 rvB2 75733 233608 4._.48% 0.793%
5 4_.353 239 242 246 rBV 77705 89469 1.72% 0.304%
6 5.016 297 300 304 rBV 276422 329936 6.32% 1.119%
7 5.439 334 337 339 rBY 1800904 1827741 35.04% 6.201%
8 6.479 424 428 430 rBVY 1359239 2006211 38.46% 6.807%
9 6.604 437 439 442 rBV 1796769 1791157 34.34% 6.077%
10 6.844 457 460 462 rBV 491557 576165 11.05% 1.955%

11 6.993 471 473 476 rVB 1540569 1528321 29.30% 5.185%
12 7.405 506 509 511 rBV 1369921 1298362 24.89%% 4._.405%
13 8.125 570 572 574 rBV 962215 801032 15.36% 2.718%
14 9.199 664 666 669 rBY 2166548 2069185 39.67% 7.020%
15 9.588 699 700 703 rBvV 165467 215401 4._.13% 0.731%

16 9.873 723 725 727 rVB 894413 795062 15.24% 2.698%
17 10.662 791 794 796 rBV 982830 1081683 20.74% 3.670%
18 11.348 852 854 858 rBv2 584086 808360 15.50% 2.743%
19 11.759 888 890 892 rVvB 51142 57530 1.10% 0.195%
20 12.559 958 960 962 rBV 183260 164624 3.16% 0.559%

21 12.788 976 980 982 rBV 135700 184115 3.53% 0.625%
22 12.937 991 993 995 rVvB 1829855 1637567 31.39% 5.556%
23 13.851 1071 1073 1079 rVB2 81857 149588 2.87% 0.508%
24 13.977 1081 1084 1089 rVB2 686446 771579 14.79% 2.618%

25 14.159 1097 1100 1101 rBV 44505 56899 1.09% 0.193%
26 14.457 1125 1126 1128 rBV 71713 74039 1.42% 0.251%
27 14.754 1150 1152 1156 rVB 53184 74791 1.43% 0.254%
28 14.822 1156 1158 1161 rBV 52261 69880 1.34% 0.237%

29 14.994 1170 1173 1178 rVB 63137 139611 2.68% 0.474%
30 15.074 1178 1180 1183 rBV2 132896 200112 3.84% 0.679%

31 15.325 1200 1202 1205 rVB 48002 70229 1.35% 0.238%
32 15.394 1205 1208 1210 rBV 490585 575436 11.03% 1.952%
33 15.440 1210 1212 1215 rVB 56339 80917 1.55% 0.275%
34 15.634 1226 1229 1232 rBV 49313 88652 1.70% 0.301%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.851 1245 1248 1251 rBV 205833 318812 6.11% 1.082%

36 15.920 1252 1254 1258 rVVv4 27031 64638 1.24% 0.219%
37 16.080 1265 1268 1273 rVB4 17645 64031 1.23% 0.217%
38 16.605 1310 1314 1321 rBV2 47254 114016 2.19% 0.387%
39 16.891 1335 1339 1342 rBV 40423 89122 1.71% 0.302%
40 17.177 1361 1364 1371 rVB 22205 58862 1.13% 0.200%
41 17.360 1376 1380 1382 rBV3 54206 146761 2.81% 0.498%
42 17.543 1393 1396 1404 rVB2 32400 77668 1.49% 0.264%
43 17.874 1422 1425 1429 rVB4 22368 61157 1.17% 0.207%

44 18.148 1443 1449 1457 rBV10 17615 104168 2.00% 0.353%
45 18.297 1458 1462 1469 rVB5 38237 147684 2.83% 0.501%
46 19.280 1544 1548 1557 rVB6 26462 94782 1.82% 0.322%

Sum of corrected areas: 29473786
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087804.D
1(68

3500000
3000000
2500000
2000000 5.44 6.60

1.90 6.99

1500000 6.48 7.40

1000000

5000001 | |1.76] 5.02

2.08 4.35

B e N

T
Time--> 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: BF087804.D

3500000
3000000

2500000
9.20

2000000 12.94

1500000

1000000 8.12 987 10.66

11.35

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087804.D

3500000

3000000

2500000

2000000

1500000

1000000 13.98

15.39
500000

g7 ﬂ 15.85
o 1389 1416 1446 142824807 15 4445.63 1595, 08 16,61 16.89 17.187.367.54 17.87 18.18.30 19.28
e e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl.68 Concentration Rank 1

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

1.68 181.08 ng 5216470 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 8 (1.678 min): BF087803.D (-5) (-) m/z 73.05 100.00%
73
5000 43
89
\ - 170 1.80 1.90 2.00 210
O e e o L Tm/z 43.10 51.54%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
89 m/z 89.05 33.07%
"'I'”'I"”I"'W'"'P"'I”"I'”'I"”I"'W
m/z--> 10 20 40 50 60 70 80 90
Abundance
30 73
170 1.80 1.90 2.00 210
5000 m/z 41.05 9.71%
58
44
5 25 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #855: 1-Propanol, 2-methyl- e e
43 1.70 1.80 1.90 2.00 2.10
33 m/z 45.10 8.14%
5000
27
59 74
0"'I'”'I"”M"'M'l”'l”wvl'”'l'l”l""P"'I AN IUARSE UL UL AR AR
m/z--> 10 20 30 40 50 60 70 80 90 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Propane, 1,1-dimethoxy- Concentration Rank 8

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

2.08 8.11 ng 233608 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 1.3-Dioxolane. 2-(1-methvlethvI)- 116 C6H1202 000822-83-3 9
3 Glvcine 75 C2H5NO2 000056-40-6 7
4 Methane. nitroso- 45 CH3NO 000865-40-7 4
5 2-(2-Bromoethyl)-1,3-dioxolane 180 C5H9Bro2 018742-02-4 4

Abundance Scan 43 (2.078 min): BF087803.D (-41) (-) m/z 75.10 100.00%
75
5000 45 /\
39‘ | s o 180 200 220 240
o S I S . m/z 73.10 72.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 UL RS R A IR
1.80 2.00 2.20 2.40
m/z 45.10 42 .39%
. 525\\ ?M\ 6ol 8 103
mz-> 10 20 30 50 60 70 80 90 100 110 120
Abundance
73
180 200 220 240
5000 m/z 41.05 29.41%
15 45
. 27 39 56 85 101 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #870: Glycine
30 1.80 2.00 2.20 2.40

m/z 47.00 17.21%

5000
75
45
0 ‘ 1l 57 69

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3-Penten-2-one, 4-methyl- Concentration Rank 16

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

4_.35 3.11 ng 89469 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 242 (4.353 min): BF087803.D (-239) (-) m/z 83.10 100.00%
55 83
5000 43 o8
e
4.00 4.20 4.40 4.60
0 ...,....,....,...3?|,-:..‘.‘?'.|..'.,..‘?7.,....,....,....,.... m/z 55.10  90.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 U R R UL L
29 98 4.00 420 4.40 4.60
m/z 43.10 37.92%
0 \‘\‘ 37\‘\\\ 49\ ‘ | 61 67 7 | 89 L
LI FUELEL SN FURLELEL S JURLLS SURELL SIS SURLLIL SURLL B
m/z--> 10 40 50 70 90 100
Abundance
83
% R AR A L
43 4.00 420 4.40 4.60
5000 m/z 98.10 36.48%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- i B Rama e o
5 83 4.00 4.20 4.40 4.60
m/z 39.10 24 .72%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... S B VE—
m/z--> 10 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.

502 11.45ng 329936 1,4-Dichlorobenzene-da 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 25

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 300 (5.016 min): BF087803.D (-297) (-) m/z 43.10 100.00%

43
59
5000
101 EEEE S e
51 | 83 460 4.80 5.00 520 5.40
Obrrrprrrr e el e e m/z 59.10 62.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 BRI BNLENL L L L B LB L
460 480 5.00 520 5.40
m/z 101.10 21.82%
3‘1 83 o3 101
A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
EEEE s e
57 4.60 4.80 5.00 520 5.40
5000 m/z 58.10 16.42%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L s
59 460 4.80 5.00 520 5.40
m/z 41.10 9.19%
5000 41
68
|| s0 126 142
onw.”w”.w””,””“.”“”.“”w.”w”.w””,””,””“.”“”., e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.60 Concentration Rank 3

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

6.60 62.18 ng 1791160 1,4-Dichlorobenzene-d4 6.84
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 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 439 (6.604 min): BF087803.D (-437) (-) m/z 132.00 100.00%
132
5000 68
96 ISR SRR S
40 5y 28 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 41.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I A IR R
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.66%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.78%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl T .j.\. R REmmE e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.17%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SN T 1 SN
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Pentafluoropropionic acid, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.88 ng 149588 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
Abundance Scan 1073 (13.851 min): BF087803.D (-1071) (-) m/z 57.10 100.00%
1f e 590 1460 1450
3 9 169 281 . . . .
o '1{2'-'“" T A k- A m/z 83.10 93.36%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
83
5000 LB SULILN B I UL
mn 13.60 13.80 14.00 14.20
29 m/z 55.10 92.91%
o \‘ L1139 16182 210 gaass a6
m/z--> 50 150 200 250 300 350
Abundance
57
97 RIS SUNILN SO BN SUM
13.60 13.80 14.00 14.20
5000 m/z 43.10 90.52%
29 125
0 79 154 196 224 251269 320
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester e RARREEE RS
13.60 13.80 14.00 14.20
83 m/z 69.10 86.00%
5000 111 /\JWA\/AVN_VJ\“JVTNA/xR/\ﬁ
29
o | | JMO 182 210 557255 506
miz--> 50 100 150 200 250 300 350 1360 13.80 14,00 14.20

8270-BF060716.M Wed Jun 08 16:42:49 2016

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexacosane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.75 2.60 ng 74791 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 78

Abundance Scan 1152 (14.754 min): BF087803.D (-1150) (-) m/z 57.10 100.00%
57
5000 J ‘\L//\_&\AA_
BN SR BN I
113 14.40 14.60 14.80 15.00
141 183 215
0....,] " by 220281 316 Tn/z 71.10  64.93%
m/z--> 50 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 L B B B U
14.40 14.60 14.80 15.00
m/z 43.10 59.41%
. 2?« h L Hlﬁ31 41169 197 225 253 295 393 _ 367
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
14.40 14.60 14.80 15.00
5000 m/z 85.10 50.74%
85
29 113 14
0 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #141426: Heneicosane R e R B
57 14.40 14.60 14.80 15.00
m/z 55.10 23.18%
85
29 113
oL L. | | |7]7 141 169 197 225 253 206
m/z--> 55 160 1%0 200 250 300 350 400 ' 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Eicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.07 6.96 ng 200112 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 1180 (15.074 min): BF087803.D (-1178) (-) m/z 57.10 100.00%
57
AR S SURR SURLE I
113 14.80 15.00 15.20 15.40
41 183
| — .|,' pA T, 188 211 230250282 315 m/z 71.10 69.05%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LN S BUIL SULRLE B
Mmmmmmmm
m/z 43.10 57.82%
0 29 h H\ h\ h‘ ul \\ 1 169 197 225 253 282
m/z--> 50 100 150 260 2éo 300 3éo
Abundance
57
1480 15.00 15,20 15.40
5000 85 m/z 85.10 49 _.27%
. 29 13 141 169 107 205 253 295 323 367
m/z--> §0 160 1éo 260 250 360 3éo
Abundance #141425: Heneicosane B B B
57 14.80 15.00 15.20 15.40
m/z 41.10 20.98%
5000 85
29
. | “I L) M3 14 160 197 225 253 296
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 14 I80 15. 00 15. 20 15. 40

8270-BF060716.M Wed Jun 08 16:42:51 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octadecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.63 3.08 ng 88652 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 68
2 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 62
3 1.19-Eicosadiene 278 C20H38 014811-95-1 62
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 58
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 46
Abundance Scan 1229 (15.634 min): BF087803.D (-1226) (-) m/z 57.10 100.00%

43 82

5000

.

111

253 15.40 15.60 15.80 16.00
m/z 43.10 75.42%

195 217

138
124 15216617

o 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
43 57 82

96

-

5000

29 15.40 15.60 15.80 16.00
109 4 m/z 82.05  73.02%
. 137152 166180194208222 250 Hgg
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
83
23 R Ran e
15.40 15.60 15.80 16.00
5000 97 m/z 55.05 55.70%
111
29 125 168
. 139153 | 181
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene R B B B
55 15.40 15.60 15.80 16.00
41 m/z 83.10 52.16%
69
5000 82 6

2

109

ﬁf I H

123 138152165 180 194208222 236250263 278
bbbl N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00

o

8270-BF060716.M Wed Jun 08 16:42:52 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.85 11.08 ng 318812 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 1248 (15.851 min): BF087803.D (-1245) (-) m/z 57.10 100.00%
7
- JJN
LRI SUNILE SO BN B
141 15.60 15.80 16.00 16.20
o 183 211 239 266 m/z 71.10 69.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR UL BRI I B
15. 60 15. 80 16. oo 16. 20
m/z 43.10 54 _.83%
29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
" 15,60 15.80 16.00 16.20
5000 g5 m/z 85.10 50.36%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane B LA B e
57 15.60 15.80 16.00 16.20
m/z 55.10 21.38%
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 15. 60 15. 80 16. oo 16. 20

8270-BF060716.M Wed Jun 08 16:42:53 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.61 3.96 ng 114016 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 53
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 49
3 8-Azabicvclol3.2.1Toctan-3-o0l. 8... 141 C8H15NO 000120-29-6 46
4 8-Azabicvclol3.2.11octan-3-0l. 8... 157 C8H15N02 032663-71-1 46
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 45
Abundance Scan 1314 (16.605 min): BF087803.D (-1310) (-) m/z 57.10 100.00%

:

5000
153167 193 16.20 16.40 16.60 16.80 17.00
o m/z 82.10 78.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene
55
41
5000 BN L L L L L L B
16.20 16.40 16.60 16.80 17.00
m/z 43.10 77.48%
o 2 111125 151165180194208202236250 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
4 B |82
% AR REEma maa
16.20 16.40 16.60 16.80 17.00
5000 m/z 83.10 56.38%
2 125 152166180194208222236250 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19097: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, endo- A

96 16.20 16.40 16.60 16.80 17.00
m/z 55.10 50.86%

5000

T T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80 17.00

8270-BF060716.M Wed Jun 08 16:42:54 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Triacontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.89 3.10 ng 89122 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 1339 (16.891 min): BF087803.D (-1335) (-) m/z 57.10 100.00%
57
85
5000
UL (27155 180 o1 2asen 16160 16:80 17,00 1720
ob— L a b b sy e m/z 71.10  74.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L B B UL B
mmmmﬂmﬂm
13 m/z 85.10 55.28%
oL2 iy d L ‘ 41 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 2%0 360 3%0 460 !
Abundance
57
16.60 16.80 17.00 17.20
5000 85 m/z 43.10 51.69%
113 149
o 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #215181: 2-methyloctacosane e e ERRmS R
57 16.60 16.80 17.00 17.20
m/z 55.10 20.02%
5000 85
113
o 29| ‘ Ul 177,241 169 197 225 267 205 365 393
m/z--> % 1& ﬁo ﬁ 2% %o @ 4& ! mmmmﬂmﬂm

8270-BF060716.M Wed Jun 08 16:42:55 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl7.36 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.36 5.10 ng 146761 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 38

Methandriol 304 C20H3202 000521-10-8 35
213 C10H12CINO2 090869-76-4 18
.beta.-Sitosterol acetate 456 C31H5202 000915-05-9 17

1
2
3 2-Chloroethvl o-tolvlcarbamate
4
5

Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 12
Abundance Scan 1380 (17.360 min): BF087803.D (-1376) (-) m/z 43.10 100.00%
43
107
81 145 213
5000
255
17.00 17.20 17.40 17.60
ob— m/z 107.10 69.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
a1 107 394
81 145 283
5000 309 361 A mma s
213 17. 00 17. 20 17.40 17.60
173 255 337 m/z 55.05 68.79%
ol 234
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 91 253
145 213 e R R
119 17.00 17.20 17.40 17.60
5000 67 m/z 95.10 61.63%
173 304
oL15 274
i A e B A o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #71702: 2-Chloroethy! o-tolylcarbamate T
106 133 213 17.00 17.20 17.40 17.60
m/z 81.10 61.45%
5000
63
27
m/z--> 50 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17.60

8270-BF060716.M Wed Jun 08 16:42:56 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl7.54 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.54 2.70 ng 77668 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-5.6-dimethvl-1-(2-propv... 218 C12H11CIN2 080276-20-6 43
2 7b-Phenvl-2a.7b-dihvdro-3H-cvclo... 218 C17H14 138089-70-0 38
3 (1S.6R.95)-5.5.9.10-Tetramethvlt... 218 C16H26 1000298-97-8 38
4 1.2.3.4-Tetrahvdro-1-phenvl-1.2.... 218 C17H14 138089-69-7 35
5 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 35
Abundance Scan 1396 (17.543 min): BF087803.D (-1393) (-) m/z 57.10 100.00%
g7 218
203 WM
85
5000
326
113 162
4 133  EEEEEEEEEEEE SRR
l||| T| | ﬁg | 1720 17.40 1760 17.80
Ol ety e o e m/z 218.20 84.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75572: 2-Chloro-5,6-dimethyl-1-(2-propynyl)-1H-benzimidazole
218

5000 L LI L L L L LB L LN B
17.20 17.40 17.60 17.80
0
o1 116 179 m/z 203.10 69.98%
65 1 |
o,nnpmwu”“mw””“”.”mn”NL”l”.””.”.””.”.mw””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
218
202 17.20 17.40 17.60 17.80
5000 m/z 71.10 66.73%
108
141
165
39 63 89 186 %

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

Abundance #75986: (1S,6R,9S)-5,5,9,10-Tetramethyltricyclo[7.3.0.0(1,... R R Bmman
108 218 17.20 17.40 17.60 17.80

m/z 85.10 55.75%

5000

%

rrrrrrrrrrrrrn—rrrn—rrrn—rrrrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.20 17. 40 17. 60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl18.15 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.15 3.62 ng 104168 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1S.6R.95)-5.5.9.10-Tetramethvlt... 218 C16H26 1000298-97-8 46
2 2.3-Diethoxvauinoxaline 218 C12H14N202 057050-66-5 38
3 .beta.-Amvrin trimethvilsilvl ether 498 C33H580Si 001721-67-1 35
4 Boron. 1.5-cvclooctanedivl(2.4-p... 218 C13H23BN2 136704-99-9 32
5 3,4,6,7-Tetrahydrobenzo[1,2-b:5,... 218 C12H1004 019839-03-3 30
Abundance Scan 1449 (18.148 min): BF087803.D (-1443) (-) m/z 218.20 100.00%
218
81 122
5
5000 4 189
281 17.80 18.00 18.20 1840
0 . m/z 203.10 69.91%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75986: (1S,6R,9S)-5,5,9,10-Tetramethyltricyclo[7.3.0.0(1,...
108 218
136162
5000
17.80 18.00 18.20 18.40
189 m/z 81.10 60.19%
A \\
miz--> 0 5 100 15 250 300 350 400 450 500
Abundance
218
17.80 18.00 18.20 1840
5000 134162 m/z 122.00 59.36%

190

7
Ot A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235120: .beta.-Amyrin trimethylsilyl ether , , ,

17.80 18.00 18.20 18.40
m/z 135.10 57.39%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17. 80 18. 00 18. 20 18 40

8270-BF060716.M Wed Jun 08 16:42:57 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl18.30 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.30 5.13 ng 147684 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 42
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 42
3 Hvoscvamine 289 C17H23N03 000101-31-5 30
4 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 30
5 Atropine 289 C17H23N03 000051-55-8 27
Abundance Scan 1462 (18.297 min): BF087803.D (-1458) (-) m/z 124.05 100.00%
5000
(VAVA A
187 R AR SRR B R
| | “ | zig 3~‘|35| 41|2 18100 1820 18.40 18.60
o PV S AT R N i AR m/z 57.10 50.14%
m/z--> 150 200 250 300 350 400
Abundance #134627: Testosterone
288
5000 246 LA L L L L L L LB
147 mmmmmmmm
203 m/z 229.20 50.10%
o u\\\luuu ‘\\246\258‘ e —
m/z--> 250 300 350 400
Abundance
124
18.00 18.20 18.40 18.60
5000 m/z 43.10 49 .12%
g1 288
147 246
o 174 203
miz-> 50 100 150 200 250 300 350 400
Abundance #135271: Hyoscyamine R EEEE RS S
124 18.00 18.20 18.40 18.60
m/z 55.10 31.07%
5000
4 289
o “ ?"‘.‘...,....290....,2%9...,....,....,.. e
m/z--> 5 150 200 250 300 350 400 1800 1820 1840 1860

8270-BF060716.M Wed Jun 08 16:42:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087803.D

Aca On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample = H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 20 unknownl19.28 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.28 3.29 ng 94782 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll.2.3-Ffalnaphthacene 302 C24H14 000203-11-2 35
2 Coronene. 1.2-dihvdro- 302 C24H14 107716-56-3 22
3 4-Ethoxv-2-(methvlamino)tropone 179 C10H13NO2 1000241-45-1 18
4 2-Tp-Chlorobenzovl1-m-acetanisidine 303 C16H14CINO3 1000254-37-1 14
5 6,7-Dihydro-3,3-dimethyl-6-(3,4-... 302 C16H1406 1000242-76-7 12
Abundance Scan 1548 (19.280 min): BF087803.D (-1544) (-) m/z 302.10 100.00%
302
69 123
95

5000

19.00 19.20 19.40

326
0 m/z 69.10 79.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146705: Indeno[1,2,3-fg]naphthacene
302
150

19.00 1920 19.40
m/z 123.10 79.83%

5000

174 198 224 248 274

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
302
T
150 19.00 19.20 19.40
5000 m/z 95.10 69.28%
ol 39 55 83100 123 174 195 222 251 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44675: 4-Ethoxy-2-(methylamino)tropone T
179 19.00 19.20 19.40
m/z 109.10 61.65%
5000
122
94 150
T Y N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. OO 19. 20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060716\
Data File : BF087803.D

Acq On : 7 Jun 2016 23:48

Operator : UM/SJ

Sample - H3379-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl .68 1.68 181.1 ng 5216470 1 6.84 576165 20.0
Propane, 1,l1-dime... 2.08 8.1 ng 233608 1 6.84 576165 20.0
3-Penten-2-one, 4... 4.35 3.1 ng 89469 1 6.84 576165 20.0
2-Pentanone, 4-hy... 5.02 11.4 ng 329936 1 6.84 576165 20.0
unknown6 .60 6.60 62.2 ng 1791160 1 6.84 576165 20.0
Pentafluoropropio... 13.85 3.9 ng 149588 5 13.98 771579 20.0
Hexacosane 14.75 2.6 ng 74791 6 15.39 575436 20.0
Eicosane 15.07 7.0 ng 200112 6 15.39 575436 20.0
Octadecanal 15.63 3.1 ng 88652 6 15.39 575436 20.0
Heneicosane 15.85 11.1 ng 318812 6 15.39 575436 20.0
1,19-Eicosadiene 16.61 4.0 ng 114016 6 15.39 575436 20.0
Triacontane 16.89 3.1 ng 89122 6 15.39 575436 20.0
unknownl17 .36 17.36 5.1 ng 146761 6 15.39 575436 20.0
unknownl7 .54 17.54 2.7 ng 77668 6 15.39 575436 20.0
unknown18.15 18.15 3.6 ng 104168 6 15.39 575436 20.0
unknown18.30 18.30 5.1 ng 147684 6 15.39 575436 20.0
unknown19 .28 19.28 3.3 ng 94782 6 15.39 575436 20.0
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