LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 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-BF091516.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 1.690 7 9 61 rvB 3406280 9792776 100.00% 14.875%
2 4.639 264 267 276 rBV 432176 690428 7 .05% 1.049%
3 5.107 305 308 311 rBVY 2650321 2964872 30.28% 4 .504%
4 6.193 400 403 406 rBV 2455537 2980127 30.43% 4_.527%
5 6.307 411 413 416 rVB 3084578 3002294 30.66% 4 _.560%
6 6.536 431 433 436 rBV 734915 860264 8.78% 1.307%
7 6.696 444 447 450 rBVY 2686291 2466304 25.18% 3.746%
8 7.107 481 483 486 rBV 1453956 1906329 19.47% 2.896%
9 7.828 544 546 548 rBVY 1345223 1145658 11.70% 1.740%
10 8.913 638 641 643 rBY 3265373 3386280 34.58% 5.144%
11 9.176 662 664 666 rBVY2 105034 97999 1.00% 0.149%

12 9.302 674 675 678 rBvV 441049 627284 6.41% 0.953%
13 9.576 696 699 701 rvv 906934 1204516 12.30% 1.830%
14 10.354 764 767 770 rBV 1614259 1621801 16.56% 2.463%
15 10.502 776 780 784 rBV 63436 123706 1.26% 0.188%

16 11.039 824 827 828 rBV 1038808 939843 9.60% 1.428%
17 11.062 828 829 831 rvv 140907 136645 1.40% 0.208%
18 11.131 831 835 836 rvv4 109894 181472 1.85% 0.276%
19 11.199 839 841 846 rVB4 83969 113620 1.16% 0.173%
20 11.314 846 851 853 rBv3 110958 161728 1.65% 0.246%

21 11.531 867 870 872 rBv2 73020 104722 1.07% 0.159%
22 11.599 874 876 879 rvv2 328349 401035 4._.10% 0.609%
23 11.645 879 880 885 rvv2 71311 126696 1.29% 0.192%
24 11.725 885 887 889 rvv 134504 151707 1.55% 0.230%
25 12.239 930 932 935 rVB 254113 237357 2.42% 0.361%

26 12.297 935 937 938 rBV 165517 226302 2.31% 0.344%
27 12.377 942 944 946 rBv2 132210 197309 2.01% 0.300%
28 12.457 949 951 955 rvv 249593 293079 2.99% 0.445%
29 12.617 963 965 968 rBV 1497474 2118999 21.64% 3.219%
30 13.051 1001 1003 1004 rVV2 148493 147162 1.50% 0.224%

31 13.085 1004 1006 1009 rVB 103981 121891 1.24% 0.185%
32 13.542 1043 1046 1048 rBV 262188 432015 4.41% 0.656%
33 13.645 1053 1055 1060 rBV2 616572 1164740 11.89% 1.769%
34 14.160 1098 1100 1105 rBV 539147 885451 9.04% 1.345%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 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-BF091516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.514 1129 1131 1135 rVB 243229 230289 2.35% 0.350%

36 14.640 1139 1142 1145 rVV2 294955 606937 6.20% 0.922%
37 14.697 1145 1147 1149 rVV 212765 361285 3.69% 0.549%
38 14.743 1149 1151 1158 rVV 1900399 2378928 24.29% 3.614%
39 14.891 1161 1164 1166 rBV 305483 479273 4._.89% 0.728%
40 14.937 1166 1168 1170 rVV3 139905 239120 2.44% 0.363%

41 14.983 1170 1172 1176 rVB 494239 579616 5.92% 0.880%
42 15.303 1198 1200 1205 rVB3 211398 487128 4._.97% 0.740%
43 15.405 1206 1209 1216 rBV2 1288303 2756286 28.15% 4.187%
44 15.611 1225 1227 1230 rVB2 354922 527369 5.39% 0.801%
45 16.046 1263 1265 1268 rVB2 125623 213684 2.18% 0.325%

46 16.286 1284 1286 1290 rVB 140431 276096 2.82% 0.419%
47 16.457 1298 1301 1303 rBV3 206316 438508 4.48% 0.666%
48 16.594 1310 1313 1315 rBV 376362 805262 8.22% 1.223%
49 16.686 1315 1321 1324 rVV2 689153 2585205 26.40% 3.927%
50 16.811 1330 1332 1336 rVB 331102 668734 6.83% 1.016%

51 16.903 1337 1340 1343 rVV 411249 901693 9.21% 1.370%
52 17.017 1347 1350 1354 rVV 725603 1916082 19.57% 2.910%
53 17.097 1354 1357 1361 rVB2 627706 1531696 15.64% 2.327%
54 17.291 1370 1374 1381 rBV5 712645 2962894 30.26% 4_.501%
55 17.406 1381 1384 1387 rVV 381044 924708 9.44% 1.405%

56 17.463 1387 1389 1394 rVB3 228576 619579 6.33% 0.941%
57 17.680 1405 1408 1409 rBV2 135080 259454 2.65% 0.394%

58 18.137 1445 1448 1455 rVB3 215190 694262 7.09% 1.055%
59 18.286 1456 1461 1469 rVB2 468480 1377507 14.07% 2.092%

Sum of corrected areas: 65834006

8270-BF091516.M Mon Sep 19 14:44:56 2016 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF091616\

BF090119.D

16 Sep 2016 21:19

UM/SsJ

H4805-01

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1169

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF090119.D
6.31

5.11 6.70

6.19

7.11

6.54
4.64

0

Time-->

5.50

6.00

6.50

7.00

7.50

T
2.00

2.50

3.00

3.50

4.00

T
4.50 5.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

7.83

TIC: BF090119.D

891

12.62

10.35

189935311

Time-->

10.00 10.50 11.00

9.50 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000¢°-

500000

TIC: BF090119.D

14.74

15.41

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\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

4.64 16.05 ng 690428 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 267 (4.639 min): BF090119.D (-264) (-) m/z 43.10 100.00%
43
59
5000
T "k abo 4o 5o
83 : : : :
0...,....,....,..3.6.','::..‘?.1.'51,...‘.3?....,.-...,...:,....,....,....,....,...., m/z 59.10 61.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
440 4.60 4.80 5.00
59 101 m/z 101.10 22.15%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500
5000 m/z 58.10 18.55%
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
50 4.40 4.60 4.80 5.00
m/z 41.10 8.49%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 3 unknown6.31 Concentration Rank 6

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

6.31 69.80 ng 3002290 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 413 (6.307 min): BF090119.D (-411) (-) m/z 132.05 100.00%
132
5000 68
e 600 6.20 640 6.60
40 ,, 54 | 75 104 : . :
o..,....,....,....,'.'.‘.‘7.,....?.1...|....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 42.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SRS SRR AR
6.00 6.20 6.40 6.60
31 78 m/z 134.10 33.16%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 6.20 640 6.60
5000 m/z 66.10 25.87%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine S R Ema s
132 6.00 6.20 6.40 6.60
m/z 69.10 16.48%
97
5000
70
31
. 4451 60 | 77 g5 | 105 116 |
R B R s L RAAAARARES R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 Sulfurous acid, pentadecyl ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.16 15.20 ng 885451 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Octadecane. 1-chloro- 288 C18H37CI 003386-33-2 90
4 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 86
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 86
Abundance Scan 1100 (14.160 min): BF090119.D (-1098) (-) m/z 57.10 100.00%
57
5000 A_v~aA~_$,,_ﬂAk~_,,_gkv_n4x
Y 13.80 14.00 14.20 14.40
141 242 : . . :
Olrrky ...Jl,.l...,..l??,....,..2?.2?.1??.45.... e | M/z 71.10  72.42%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172312: Sulfurous acid, pentadecy! 2-propy! ester
43
5000 85 AU SRR BN B B
13.80 14.00 14.20 14.40
m/z 43.10 58.00%
Gl 20
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 85.10 51.22%
97
o 141 183 225 267 323 379 421 463 505 547 604
IR RS SRR B SRR B SRR BN RN RN LN BN
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro- T
57 13.80 14.00 14.20 14.40
m/z 55.10 26.64%
= A__AfAAf¢_Aw/j\puvjquJLAJ\
1
ol.26 LM.P?. 75 217 252 288
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 1380 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 6 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.74 82.09 ng 2378930 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 89
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

Abundance Scan 1151 (14.743 min): BF090119.D (-1149) (-) m/z 57.10 100.00%

57
85
5000

113 1440 14'60 14.80 15.00
141
ol L] .].|| L 17,199 197 225 267 205 323344365 3% | n/7 71.10  80.64%
miz--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 A RAUUERE

14.40 14.60 14.80 15.00
m/z 85.10 60.66%

29 113
0 - “\ h h‘ u‘ \1\1 169 197 225 253 296
e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T
85 14.40 14.60 14.80 15.00
5000 m/z 43.10 50.33%
29
. 113 141 169 197 240
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117646: Octadecane, 2-methyl- e i S
57 14. 40 14 60 14. 80 15. 00
m/z 99.10 20.13%
5000 85
29
\ || M 141 160 197 225 253
ol by e e e O EBEAsATEEIEE SIS
m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 _gamma.-Tocopherol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.30 16.81 ng 487128 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _aamma.-Tocopherol 416 C28H4802 007616-22-0 94
2 3.4-Dihvdro-3.5.8-trimethvl-3-(4... 458 C30H5003 1000105-71-9 56
3 4H-1.3.2-Dioxaborin. 6-ethenvl-2._.. 208 C12H21B0O2 074630-05-0 38
4 2H-1.4-Benzothiazine. 3.4-dihvdro- 151 C8HINS 003080-99-7 9
5 Ethanethioamide, N-phenyl- 151 C8HONS 000637-53-6 9
Abundance Scan 1200 (15.303 min): BF090119.D (-1198) (-) m/z 151.10 100.00%
181 P
5000
43 101 418 15.00 15.20 15.40 15.60
ol Tt 207 N | 221245 282 817344878 | | 177 150.10  21.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #218066: .gamma.-Tocopherol
151
5000 R DU UL IS BN
416 15.00 15.20 15.40 15.60
101 m/z 152.10 17.37%
ol 23,89 107 ‘ | 213 255 288 330 373
m/z--> 5 100 1%0 200 250 300 350 400 450
Abundance
151
15.00 15.20 15.40 15.60
5000 m/z 416.40 16.42%
103 416
57
o 81 122 233 275 331 458
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67666: 4H-1,3,2-Dioxaborin, 6-ethenyl-2-ethyl-4-methyl-4-... L B I e |
151 15.00 15.20 15.40 15.60
m/z 191.20 13.74%
5000
43
|67 95 123 193
O R ot e L e R S T R o
m/z--> 5'0 1(')0 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 8 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.41 95.11 ng 2756290 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 1209 (15.405 min): BF090119.D (-1206) (-) m/z 57.10 100.00%
57
85
5000
141 15.00 15.20 15.40 15.60 15.80
ol b b L JI A= 169 197 225 266201 329 361382402 m/z 71.10 78.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 AR B DR BN
mmmmmmmmmm
29 m/z 85.10 58.57%
0 h‘ f h | u‘ 1%“-3114\.1 ‘169 197 225 254
m/z--> éo 160 1%0 260 2%0 300 3éo 400
Abundance
57
o 15.00 15.20 1540 15.60 15.80
5000 m/z 43.10 49 .24%
29
0 13 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3éo 400
Abundance #185535: Heptadecane, 9-octyl- R B A A B S
57 15.00 15.20 15.40 15.60 15.80
m/z 99.10 19.67%
5000 85
oL 3 \ Iy ﬂlﬁ3J1§1l169 197 %3 267 204 323 352 SRS J ___ ~
m/z--> 5'0 1(')0 1%0 2(')0 251,0 3(')0 35'30 4(')0 15. oo 15. 20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 (+)-.gamma.-Tocopherol, O-m... Concentration Rank 17

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

15.61 18.20 ng 527369 Perylene-d12 14.98

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (+)-.aamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 91
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 91
3 Vitamin E 430 C29H5002 000059-02-9 91
4 _.alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 74
5 Piperazine, 1-(3,4-dimethoxybenz... 430 C26H26N204 333756-87-9 45
Abundance Scan 1227 (15.611 min): BF090119.D (-1225) (-) m/z 165.10 100.00%

165
5000
43 205 % 1520 1540 15,60 15.80 16,00
121 : : : : :
ol 200 L 247 286310331 358 400 4 m/z 164.10 33.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222360: (+)-.gamma.-Tocopherol, O-methy!-
165
430
5000 AR ARALABAR AN

15.20 15.40 15.60 15.80 16.00
m/z 430.45 17.74%

205
0 ‘\“71 105 137 | 231 260 288 316 344 372 ‘
T T T T T T T T e e P T
miz--> 50 100 150 200 250 300 350 400
Abundance
165
e R A
15.20 15.40 15.60 15.80 16.00
5000 m/z 166.10 11.44%
43 430
205
18 69 91 113136 246 288 316 344
T T T T T ] T e e e T
miz--> 50 100 150 200 250 300 350 400
Abundance #222347: Vitamin E e A B e
165 15.20 15.40 15.60 15.80 16.00
m/z 205.20 8.00%
5000 43
430
71
|97 121 205
0 | 143 [ 229251275 301 341 368 402
....,....,....,....,.... e e R e T
miz--> 50 100 150 200 250 300 350 400 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\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 unknownl1l6.59 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.59 27.79 ng 805262 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Thiazolemethanol. 2-(4-chlorop... 225 C10H8CINOS 036093-99-9 35
2 9-Methvl-2.9-dihvdropvridazino(3... 199 C11H9N30 022294-02-6 25
3 (3-1sopropvl-5-methvlamino-2.4.6... 225 C14H15N3 014204-00-3 20
4 4-Amino-4--methoxvstilbene 225 C15H15N0 007570-37-8 18
5 3-Methoxydiphenylamine 199 C13H13NO 000101-16-6 15

Abundance Scan 1313 (16.594 min): BF090119.D (-1310) (-) m/z 225.20 100.00%

245

5000

16.20 16.40 16.60 16.80 17.00

0 m/z 199.20 74 .89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81602: 4-Thiazolemethanol, 2-(4-chlorophenyl)-
225
>4 196
5000 87 138 LB L B L

16. 20 16. 40 16 60 16 80 17. oo
‘1u. m/z 377.35 43 .46%

m/z--> 50 200 250 300 350 400
Abundance
199

16. 20 16. 40 16 60 16 80 17.00

5000 m/z 213.20 38.01%
143
og 51 75 115 171
e LA e e o LA B e e

m/z--> 50 100 150 200 250 300 350 400
Abundance #81893: (3-Isopropyl-5-methylamino-2,4,6-cycloheptatrienyl... RS s e e
225 16.20 16.40 16.60 16.80 17.00
m/z 155.10 37.77%

5000

120 157 183
15 42 65 91 t ll l JL H

IIIIIIIIII I I“IIIII IIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 16. 20 16. 40 16 60 16 80 17. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 unknownl6.69 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.69 89.20 ng 2585210 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-one. 4.4-dimethvl-. ... 414 C29H500 002097-85-0 38
2 Pseudodiosaenin 414 C27H4203 006808-14-6 38
3 Acetic acid. 10.13-dimethvl-17-(... 416 C26H4004 1000195-24-1 30
4 17-(1.5-Dimethvlhexvl)-10.13-dim... 414 C29H500 1000210-86-9 25
5 1,5-Dihydropyrrol-2-one, 4-(fura... 357 C15H11N504S 1000303-76-0 14
Abundance Scan 1321 (16.686 min): BF090119.D (-1315) (-) m/z 43.10 100.00%
48
95
T | ,\/\w\j”\\_ﬂ/ﬁk\/\J«fJ\umbﬁ
5000
16.40 16,60 16.80 17.00
ol m/z 55.10 88.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217447: Cholestan-3-one, 4,4-dimethyl-, (5.alpha.)-
43
414
5000 123 16.40 16,60 16.80 17.00
17 e 259 g7 m/z 95.10 80.95%
0 — ‘Hi\H‘; H‘\ w\IHI |h\“| “LL‘ T 2:!-:7| : ‘lw I\I‘I - |32|8| ||| |38‘|9| o
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
AR SR BRI U
258 16.40 16.60 16.80 17.00
so00 181 m/z 231.20 78.19%
121
414
145
o 213 537 209 341363
miz-> 50 100 150 200 250 300 350 400
Abundance #218001: Acetic acid, 10,13-dimethyl-17-(1-methyl-4-oxobut... B e R
8 o 16.40 16.60 16.80 17.00
231 m/z 81.10 77.51%
U AR SR BRI UL
m/z--> 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 8-Amino-6,7-dimethoxy-4-met... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.81 23.08 ng 668734 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-6.7-dimethoxy-4-methvlau... 218 C12H14N202 1000213-07-2 59
2 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 53
3 Urs-12-ene 410 C30H50 000464-97-1 50
4 (1S.6R.95)-5.5.9.10-Tetramethvlt... 218 C16H26 1000298-97-8 50
5 _beta.-Amyrin 426 C30H500 000559-70-6 50
Abundance Scan 1332 (16.811 min): BF090119.D (-1330) (-) m/z 218.25 100.00%
218
5000
135 . 189
16.40 16.60 16.80 17.00 17.20
o, |' I L4 “l “I-J‘ Iy I | l. 243 271 320 354376398424 | 11/77203.20  84.31%
m/z--> 100 150 200 250 300 350 400
Abundance #75613: 8-Amino-6,7-dimethoxy-4-methylquinoline
218
5000 NN DU B
16.40 16.60 16.80 17.00 17.20
0
104 137 160 m/z 95.10 22.72%
0||5|h1‘|77 “‘“h‘l“u“:lu-8‘|7|‘u‘uuu||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
16.40 16.60 16,80 17.00 17.20
50000 44 m/z 109.10 22 .14%
% 103 147 0
L e A LA LA WL ALY BB
m/z--> 50 100 150 200 250 300 350 400
Abundance #215936: Urs-12-ene A EREEEEEES A
16.40 16.60 16.80 17.00 17.20
m/z 205.20 18.68%
5000
o} I
m/z--> 16,40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 13 n-Heptanoic acid,methyl(tet... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.90 31.11 ng 901693 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptanoic acid.methvl(tetramet... 228 C12H2402Si 1000217-03-6 53
2 Cvclotetrasiloxane. 2.4.6.8-tetr... 240 C4H1604Si4 002370-88-9 42
3 Benzvlethvl-m-toluidine 225 C16H19N 069295-70-1 25
4 Pvrimidine. 5-butvl-2-(4-pentvlp... 282 C19H26N2 098495-14-8 22
5 Phosphonic acid, methyl-, bis(tr... 240 C7H2103PSi2 018279-83-9 22
Abundance Scan 1340 (16.903 min): BF090119.D (-1337) (-) m/z 225.20 100.00%
225
5000
55 123 Al
81 0 79 16.60 16.80 17.00 17.20
0 m/z 199.20 68.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84135: n-Heptanoic acid,methyl(tetramethylene)silyl ester
115 199
43
5000 8
143 171 16.|60 16.|80 17.'00 17.'20 !
m/z 377.35 46.78%
‘ ‘ ‘ 228
o ‘.‘M“.w“ .‘h‘.“l‘ 'M|“' .“.h.‘ .“‘. \I e
m/z--> 50 100 150 200 250 300 350 400
Abundance
225
16.60 16.80 17.00 17.20
5000 m/z 213.20 39.71%
179
. 45 73 97119 149
m/z--> 50 100 150 200 250 300 350 400
Abundance #81977: Benzylethyl-m-toluidine R ma e B
225 16.60 16.80 17.00 17.20
m/z 155.10 30.00%
5000
91
41 65 | 118 148  196|
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 _beta.-Amyrin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.02 66.12 ng 1916080 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 81
2 _.beta.-Amvrin trimethvilsilvl ether 498 C33H580Si 001721-67-1 80
3 1.2.3.4-Tetrahvdro-1-phenvl-1.2.._.. 218 C17H14 138089-69-7 74
4 5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 68
5 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 64
Abundance Scan 1350 (17.017 min): BF090119.D (-1347) (-) m/z 218.30 100.00%
218
5000
me l 257 sop 336 368 308426 16.80 17.00 17.20 17.40
ol bl Ll g LA L 227 202 336 368308426 n757503.20 71.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221180: .beta.-Amyrin
218
5000 U AR SO BURIUR B
16.80 17.00 17.20 17.40
69 95 m/z 189.20 20.07%
13544
ol bl i 7154 h L 257286311337 365393 426
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
218
' 16:80 17.00 17.20 17.40
5000 m/z 95.10 18.59%
I 1071350, -
oLt 161 243 279304 337365393 498
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #76000: 1,2,3,4-Tetrahydro-1-phenyl-1,2,3-methanonaphthalene e e B
218 16.80 17.00 17.20 17.40
m/z 219.25 18.08%
5000
o L B e B e e S
m/z--> 50 100 150 200 250 300 350 400 450 500 16,80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.10 52.85 ng 1531700 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 60
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 52
3 6-Isopropenvl-4_.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 47
4 Sesauirosefuran 218 C15H220 039007-93-7 38
5 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 30
Abundance Scan 1357 (17.097 min): BF090119.D (-1354) (-) m/z 95.10 100.00%
5000
16.80 17.00 17.20 17.40
0 m/z 109.10 89.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109
45 137 218
5000 78 L SRR BRI DR B
160 16. 80 17. 00 17. 20 17. 40
m/z 205.20 86.86%
| H
o hh“ \H H\J\ .“.......l....l....l....l
m/z--> 250 300 350 400
Abundance
205
109 LI DA DAL B
424 16.80 17.00 17.20 17.40
5000 81 m/z 107.10 82.31%
55 135
161 245 313
o 29 183 271 342 368 500
mz-> 50 100 150 200 250 300 350 400
Abundance #75932: 6-1sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr... L
9 16.80 17.00 17.20 17.40
m/z 81.10 79.66%
123
5000 41 67 218
147 175
o IWL}\ "I\""I""I""I""I'"'I e
m/z--> 50 100 15 200 250 300 350 400 16. 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 (-)-Neoclovene-(1), dihydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.29 102.24 ng 2962890 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Neoclovene-(1). dihvdro- 206 C15H26 1000152-82-1 50
2 Guaia-9.11-diene 204 C15H24 1000374-19-8 49
3 Cvclohexane. 1-ethenvl-1-methvl-... 204 C15H24 003242-08-8 45
4 _gamma.-Elemene 204 C15H24 029873-99-2 44
5 Caparratriene 206 C15H26 1000374-08-7 43
Abundance Scan 1374 (17.291 min): BF090119.D (-1370) (-) m/z 95.10 100.00%

5000

17.00 17.20 17.40 17.60

0 m/z 81.10 83.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66212: (-)-Neoclovene-(l), dihydro-
1
107
41
5000 163 L e e
135 17.00 17.20 17.40 17.60
191 m/z 107.10 82.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance
93
189 R o B
119 17.00 17.20 17.40 17.60
0
5000 a 161 m/z 189.20 80.40%
ol Jp By A 0 Y e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64476: Cyclohexane, 1-ethenyl-1-methyl-2-(1-methylethenyl... R B REREE R
121 17.00 17.20 17.40 17.60
93 m/z 135.10 78.22%
5000 M
67
LT
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF091516.M Mon Sep 19 14:45:10 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 2(1H)-Phenanthrenone, 3,4,4... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.41 31.91 ng 924708 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1HY-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 53
2 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H25I 1000195-85-9 53
3 Fern-7-en-3.beta.-ol 426 C30H500 004966-00-1 38
4 Propanamide. N-(l-ethvl-1.2.3.4-... 274 C17H26N20 063134-09-8 30
5 10H-Phenoxaphosphine, 2-ethyl-10... 274 C15H1503P 036360-91-5 25
Abundance Scan 1384 (17.406 min): BF090119.D (-1381) (-) m/z 259.30 100.00%
95 2%9
5000
17.00 17.20 17.40 17.60 17.80
o 209313 351373395418 m/z 95.10  83.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de...
259
5000 LA SURRN DU BRI R
217 17.00 17.20 17.40 17.60 17.80
41 93 136 g9 m/z 134.10 64.93%
69 15 | 161 ‘
oL18 ‘H|“‘M“‘--‘-‘|---|----|----|----
m/z--> 50 100 150 200 250 300 350 400
Abundance
109
41 LRI SURBUR SUMIIR BRI I
81 149 17.00 17.20 17.40 17.60 17.80
5000 m/z 109.10 58.01%
205
0 175 235 276 332
HELELELI L UL LN UL SUNLELELN UL SURLELEL SURL
m/z--> 50 100 150 200 250 300 350 400
Abundance #221195: Fern-7-en-3.beta.-ol A
259 17.00 17.20 17.40 17.60 17.80
411 m/z 274.30 53.88%
5000
59 187 228
. \\H \MM,2,?,6“",3,??“%6?,,\',,\,,
m/z--> 250 300 350 400 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 Stigmast-4-en-3-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

17.46 21.38 ng 619579 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 64
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 35
3 1H-Pvrazole-4-sulfonamide. N-T(4... 283 C12H14FN302S 1000320-04-7 22
4 Testosterone 288 C19H2802 000058-22-0 18
5 Testosterone cypionate 412 C27H4003 000058-20-8 15

Abundance Scan 1389 (17.463 min): BF090119.D (-1387) (-) m/z 124.10 100.00%

4

5000

:

17.20 17.40 17.60 17.80
m/z 161.10 62.59%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

%

17.20 17.40 17.60 17.80
m/z 229.20  38.29%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
L Bl B ma
17.20 17.40 17.60 17.80
5000 m/z 43.10 37.59%
288
91 147
174
[ [MMERRENE. | M| 1V %[ B S N 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #129712: 1H-Pyrazole-4-sulfonamide, N-[(4-fluorophenyl)met... L Bl B ma
124 17.20 17.40 17.60 17.80
m/z 174.10 28.72%
5000
96
159
YR UV I D O W A — st
m/z--> 50 100 150 200 250 300 350 400 17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 unknownl18.14 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.14 23.96 ng 694262 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolenaldehvde 220 C15H240 019890-84-7 41
2 Bicvclol2.2.21octan-1-amine 125 C8H15N 001193-42-6 38
3 2.2.4a.6a.8a.9.12b.14a-0Octamethy... 410 C30H50 053013-35-7 38
4 Naphthalene. decahvdro-2.6-dimet... 278 C20H38 054964-85-1 25
5 Propionitrile, 2-(3-fluorophenyl... 275 C13H14FN50 341500-82-1 25
Abundance Scan 1448 (18.137 min): BF090119.D (-1445) (-) m/z 69.10 100.00%
| »/L/\Jw/Aw/\hﬁ__J
5000 .
205 o a3 4o | 170 1800 1920 140 |
0! m/z 95.10 99.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #77531: Longifolenaldehyde
9
41 67
135
5000 205 R R U BRER B
163 ﬂmmmmmmm
m/z 96.10 94.80%
0! |\|||\|||||| R R B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69
o 17,80 18.00 18.20 1840
5000 m/z 109.10 93.57%
28 125
L U L WL L L UL DU s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215951: 2,2,4a,6a,8a,9,12b,14a-Octamethyl-1,2,3,4,4a,5,6,... B e e o e N S EEmman e
17.80 18.00 18.20 18.40
m/z 125.10 70.47%
- MJ\/\\W
0! I
m/z--> ﬂmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090119.D

Aca On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample : H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 Friedelan-3-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.29 47.53 ng 1377510 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 91
2 Sesauirosefuran 218 C15H220 039007-93-7 66
3 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
4 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 47
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 38
Abundance Scan 1461 (18.286 min): BF090119.D (-1456) (-) m/z 69.10 100.00%
689 95
5000 ‘”“\-v//\v/\v-«-—.ﬁ-u\
h T T g, 16100 18120 1840 1280
411 : : : :
oL ,l.- Kecti-lou m/z 95.10 90.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221186: Friedelan-3-one
69 109
5000{ 41 SR PRI SR BRI U
137 163 205 273 426 18.00 18.20 18.40 18.60
246 302 m/z 109.10 75.41%
341
oLl NHWWM‘JMLIJ\III 1369 397 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
69 123
95 18.00 18:20 18.40 18.60
s000l 4L m/z 123.10 71.61%
149 175 218
L L L L LN UL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan Al Emma s B
109 18.00 18.20 18.40 18.60
45 m/z 81.10 62.80%
137 218
5000
& 160
J l H 189
o ‘.“‘l..”lJ.‘..”‘.“l..”.‘J.‘l.... T S
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091616\
Data File : BF090119.D

Acq On : 16 Sep 2016 21:19

Operator : UM/SJ

Sample - H4805-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091516 .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]
2-Pentanone, 4-hy... 4.64 16.1 ng 690428 1 6.54 860264 20.0
unknown6.31 6.31 69.8 ng 3002290 1 6.54 860264 20.0
Sulfurous acid, p... 14.16 15.2 ng 885451 5 13.66 1164740 20.0
Heneicosane 14.74 82.1 ng 2378930 6 14.98 579616 20.0
-gamma.-Tocopherol 15.30 16.8 ng 487128 6 14.98 579616 20.0
Octadecane 15.41 95.1 ng 2756290 6 14.98 579616 20.0
(+)-.gamma.-Tocop... 15.61 18.2 ng 527369 6 14.98 579616 20.0
unknown16 .59 16.59 27.8 ng 805262 6 14.98 579616 20.0
unknown16 .69 16.69 89.2 ng 2585210 6 14.98 579616 20.0
8-Amino-6,7-dimet... 16.81 23.1 ng 668734 6 14.98 579616 20.0
n-Heptanoic acid, ... 16.90 31.1 ng 901693 6 14.98 579616 20.0
-beta.-Amyrin 17.02 66.1 ng 1916080 6 14.98 579616 20.0
5-Bromo-4-oxo0-4,5... 17.10 52.9 ng 1531700 6 14.98 579616 20.0
(-)-Neoclovene-(l... 17.29 102.2 ng 2962890 6 14.98 579616 20.0
2(1H)-Phenanthren... 17.41 31.9 ng 924708 6 14.98 579616 20.0
Stigmast-4-en-3-one 17.46 21.4 ng 619579 6 14.98 579616 20.0
unknownl18.14 18.14 24_.0 ng 694262 6 14.98 579616 20.0
Friedelan-3-one 18.29 47.5 ng 1377510 6 14.98 579616 20.0
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