LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample : H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.736 12 13 59 rvB 1401903 2711669 100.00% 13.954%
2 4_753 275 277 282 rBB 71897 99069 3.65% 0.510%
3 5.210 315 317 320 rBvV 1118713 1135341 41.87% 5.842%
4 6.285 408 411 413 rBVY 959375 1333129 49.16% 6.860%
5 6.387 418 420 423 rBVY 979143 1236238 45.59% 6.361%
6 6.456 424 426 429 rBvV 57028 71148 2.62% 0.366%
7 6.616 438 440 443 rBV 281669 309847 11.43% 1.594%
8 6.776 452 454 457 rBB 1073851 934151 34.45%  4.807%
9 7.187 487 490 493 rBV 655695 711000 26.22% 3.659%
10 7.908 550 553 555 rBVY 543248 455921 16.81% 2.346%

11 8.993 645 648 650 rvB 1057756 1510953 55.72% 7.775%
12 9.382 680 682 684 rBvV 314170 253592 9.35% 1.305%
13 9.656 703 706 708 rBV 556554 483942 17.85% 2.490%
14 10.445 772 775 777 rVB 601111 740889 27.32% 3.812%

15 10.571 784 786 791 rVB 32952 41264 1.52% 0.212%
16 11.016 823 825 827 rBV 28832 30088 1.11% 0.155%
17 11.131 832 835 836 rvv 457528 449344 16.57% 2.312%
18 11.154 836 837 838 rvv 89153 61441 2.27% 0.316%
19 11.199 838 841 843 rvB2 33495 65407 2.41% 0.337%
20 11.656 876 881 882 rBv2 19390 35650 1.31% 0.183%
21 11.736 886 888 891 rvB2 25582 31565 1.16% 0.162%

22 12.331 938 940 942 rVB 204758 168357 6.21% 0.866%
23 12.559 956 960 962 rBV 133055 166131 6.13% 0.855%
24 12.708 971 973 976 rVB 813174 1075920 39.68% 5.537%
25 12.891 984 989 991 rBV5 18547 35119 1.30% 0.181%

26 12.948 991 994 996 rBV2 24304 42205 1.56% 0.217%
27 13.622 1052 1053 1056 rVB 106003 122787 4_.53% 0.632%
28 13.748 1061 1064 1070 rBV2 429280 565977 20.87% 2.912%
29 13.942 1079 1081 1083 rBV2 21954 32853 1.21% 0.169%
30 14.251 1105 1108 1114 rVV 110842 193857 7.15% 0.998%

31 14.537 1132 1133 1137 rBV3 26447 44375 1.64% 0.228%
32 14.605 1137 1139 1141 rVB 39761 44952 1.66% 0.231%
33 14.663 1142 1144 1146 rBV 171445 167406 6.17% 0.861%
34 14.743 1148 1151 1154 rBV 100570 189287 6.98% 0.974%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample : H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.834 1157 1159 1168 rBV2 229253 534155 19.70% 2.749%

36 14.994 1171 1173 1176 rVB 59361 71130 2.62% 0.366%
37 15.051 1176 1178 1180 rBV 79810 92724 3.42% 0.477%
38 15.108 1180 1183 1185 rBV 235515 307653 11.35% 1.583%
39 15.325 1199 1202 1204 rBV 91860 121071 4._46% 0.623%
40 15.520 1217 1219 1222 rBVY 214712 333009 12.28% 1.714%

41 15.577 1222 1224 1227 rVB2 47809 81956 3.02% 0.422%
42 16.068 1264 1267 1274 rVB6 26676 78538 2.90% 0.404%
43 16.183 1274 1277 1286 rBV2 60707 133536 4.92% 0.687%
44 16.343 1288 1291 1297 rBV3 39011 149516 5.51% 0.769%

45 16.434 1297 1299 1302 rBVY 50028 90314 3.33% 0.465%
46 16.503 1302 1305 1310 rVB7 27989 104933 3.87% 0.540%
47 16.594 1310 1313 1314 rBV2 14606 30144 1.11% 0.155%
48 16.720 1320 1324 1328 rBV 30183 71487 2.64% 0.368%
49 16.846 1330 1335 1341 rBV4 154854 525226 19.37% 2.703%
50 17.006 1347 1349 1355 rVB3 40657 85845 3.17% 0.442%
51 17.108 1355 1358 1360 rBV3 21849 51070 1.88% 0.263%

52 17.223 1365 1368 1371 rVV3 39404 124501 4_.59% 0.641%
53 17.291 1371 1374 1378 rVV4 56076 161678 5.96% 0.832%
54 17.371 1378 1381 1384 rVB2 20150 41230 1.52% 0.212%
556 17.531 1389 1395 1401 rBVS8 46728 221488 8.17% 1.140%

56 17.680 1405 1408 1414 rVB4 46430 129605 4.78% 0.667%
57 17.920 1425 1429 1432 rBV4 16103 49426 1.82% 0.254%

58 18.411 1468 1472 1478 rBV4 22965 83386 3.08% 0.429%
59 18.549 1479 1484 1493 rVB6 64886 208681 7.70% 1.074%

Sum of corrected areas: 19433176
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
1400000 1|74 TIC: BF089112.D
1200000

5.21 6.78

1000000 6.5839

800000
7.19
600000

400000

200000
4.75 5.46

e L

T 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 : .
1400000 TIC: BF089112.D

1200000
8.99
1000000

12.71
800000

600000 701 9.66 10.44

11.13

400000 938

12.33
200000 12.56

11.15
1057  11.08L.20 116574 12895
o T e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
1400000 TIC: BF089112.D

1200000

1000000

800000

600000

13.75

400000

200000} 67

e AN -—-——————— 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\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 1 Krypton Concentration Rank 1

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

1.74 175.03 ng 2711670 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methylene chloride 84 CH2CI2 000075-09-2 94
2 Methane-d, trichloro- 119 CDCI3 000865-49-6 14
3 Thiophene 84 C4H4S 000110-02-1 4
4 Ethyl Chloride 64 C2H5CI 000075-00-3 4
5 Krypton 84 Kr 007439-90-9 3

Abundance Scan 13 (1.736 min): BF089112.D (-12) (-) m/z 49.00 100.00%
49 84
5000 ‘/\\
7 || o 1.701.80 1.90 2.00 210
Obrrrrrerr e e pree e e e e || M7z 84.00 84 .55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49
84
5000
1.70 1.80 1.90 2.00 2.10
m/z 85.95 54 .40%
0 28 35 42 ||| 57 71 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
84
AR AMAR UNURE AR DAL AR B
1.70 1.80 1.90 2.00 2.10
5000 m/z 51.00 31.34%
47
. 2g 58 70 119
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1350: Thiophene
84 1.70 1.80 1.90 2.00 2.10
58 m/z 47.00 22 .29%
5000 45 h
69
0 ”'|%?"|'%ql"i?"'”P"Ll"'ﬂl'“' BB AR BARA RAR R AR UNUAE AR AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

4.75 6.39 ng 99069 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 277 (4.753 min): BF089112.D (-275) (-) m/z 43.10 100.00%
43
59
5000
101 AP SNNSMBNE HL. NV, SHM
| 83 440 4.60 4.80 5.00
Obrrrprrrrprrrr e el e m/z 59.10 63.97%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LB L UL IS IR B
59 440 460 480 500
m/z 101.10 23.55%
o o 83 g3t
RS RN IR RN NEAAS RRRRE SR NRARE SRR NARRA RS LARAS RALAN LRSS LARAE RARE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 16.53%
68
0 50 126 142
B L RN AR LAY RRARS RERRA RARRE RARRN AR RS LA LAY LA LAY AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LI L L L L L B L
43 440 4.60 4.80 5.00
m/z 41.10 9.44%
5000
15
58
0 2 A 2\\? 1
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY AR SRS AR
m/z--> 0 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\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 3 unknown6.39 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.39 79.80 ng 1236240 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 420 (6.387 min): BF089112.D (-418) (-) m/z 132.00 100.00%
32
5000 68
75 ¥ 6.00 620 640 6.60 6.80
104 : . . . .
0 ..,....,....,...:,“.'.‘.‘? o .61' '|....,..5.‘.7,....,.'!..,.1.1:‘3.,...., - m/z 68.10 49.58%
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 A
5000 AR RS RSN SRS A
6.00 6.20 6.40 6.60 6.80
2 78 m/z 66.10 32.71%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 32.32%

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
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.76%

5000
33 44 o g7 105
78
0 51 69 86 | 115 I

AR B e R A B o o R B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 5 Sulfurous acid, butyl hepta... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.25 6.85 ng 193857 Chrysene-d12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 87
2 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 87
3 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 86
4 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 86
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 80
Abundance Scan 1108 (14.251 min): BF089112.D (-1105) (-) m/z 57.10 100.00%
57

5000

-

240, 14.00 14.20 14.40 14.60
m/z 71.10  73.94%

127

0 155 175 197 215

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57
5000 LA B L L L L L L
85 14.00 14.20 14.40 14.60
4 m/z 43.10 72.54%
111
ol 28 \ \ L M7 1s5 1g3 210 239 o730
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
n e RARREEE RS
14.00 14.20 14.40 14.60
5000 o7 m/z 85.10 53.51%
125
0l.27 141 169 197 224 293269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207558: Sulfurous acid, butyl octadecyl ester A T R RE RS L
57 14.00 14.20 14.40 14.60
m/z 55.10 47 .62%
5000
85
111
0l.28 DLl LM 1915 155 204 28 o7
e e e e e e e RARREEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 7 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.83 34.72 ng 534155 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 1159 (14.834 min): BF089112.D (-1157) (-) m/z 57.10 100.00%
57
85
5000
282 " 14.60 14.80 15.00 15.20
141 169 : : :
o....|~,.| 'I 'l P L I - m/z 71.10 73.76%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 L B S B B
Mmmmmmmm
29 m/z 43.10 61.60%
0 \‘ “\ H [ \‘ 113 141 169 197 226
m/z--> §o 160 150 260 2%0 360 3%0
Abundance
57
" 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 57.21%
. 29 13 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane R R
57 14.60 14.80 15.00 15.20
m/z 55.10 24 .35%
85
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 14|60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 8 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.33 7.87 ng 121071 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 16-0Octadecenal 266 C18H340 056554-87-1 74
3 1,19-Eicosadiene 278 C20H38 014811-95-1 72
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 68
5 Hexadecanal 240 C16H320 000629-80-1 64
Abundance Scan 1202 (15.325 min): BF089112.D (-1199) (-) m/z 57.10 100.00%

5000

-

m ST T
138155 173 105 515231 15.00 15.20 15.40 15.60

m/z 43.10 88.06%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117616: Oxirane, hexadecyl-

-

15.00 15.20 15.40 15.60
m/z 82.10 86.14%

5000

152166180194208222236250 267

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
43 i T L
96 15.00 15.20 15.40 15.60
5000 m/z 55.10 63.02%
i 110124 252
0l.15 138152 168182 207 224535 7 055
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene A BEmma B R
55 15.00 15.20 15.40 15.60
82 m/z 96.10 60.77%
41
5000
110
‘ 124430
0 27 I | 152166180194208222236250 278
N B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 9 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.52 21.65 ng 333009 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexadecane 226 C16H34 000544-76-3 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 1219 (15.520 min): BF089112.D (-1217) (-) m/z 57.10 100.00%
57 h
85
5000
R R B SUNILE SR
155 15.20 15.40 15.60 15.80
e l| L3y 0 183 211 230 266 m/z 71.10 72.66%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 R DN BN SUGR B
15.20 15.40 15.60 15.80
m/z 43.10 60.17%
‘ ‘ 113 41
0 L] i M 169 197 25 o5y 282
m/z--> 160 150 260 2éo 300 3%0
Abundance
57
15.20 15.40 15.60 15.80
5000 a5 m/z 85.10 53.80%
29
o 113 141 169 197 226
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #194493: Hexacosane LI L L L B R R |
57 15.20 15.40 15.60 15.80
m/z 55.10 23.24%
o 1 V\/\/\//L_AA\/\_QL
. 2?“ } || M2 ,191 169 197 205 253 205 323 367
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 15'20 15. 40 15. 60 15|80

8270-BF063016.-M Wed Jul 20 14:39:50 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 10 Oxirane, heptadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.18 8.68 ng 133536 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
2 Octadecanal 268 C18H360 000638-66-4 87
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
4 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 86
5 Heptadecanal 254 C17H340 1000376-70-0 80
Abundance Scan 1277 (16.183 min): BF089112.D (-1274) (-) m/z 57.10 100.00%

5000

15.80 16.00 16.20 16.40 16.60
m/z 43.10 72.84%

. 153 171 189 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-

15!80 16.IOO 16.I20 16.I40 16!60
m/z 82.10 72.10%

5000

138152165 194208 236 264 282

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
R N N N EEmEE
15.80 16.00 16.20 16.40 16.60
5000 67 97 m/z 55.10 58.40%

111

28
137152165 194 222 250 y4q

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

Abundance #117618: Oxirane, hexadecyl- A EREEEEEE s
15.80 16.00 16.20 16.40 16.60

m/z 83.10 54 .02%

5000 4

180795211 236250 268
A ma s SRR
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40 16.60

8270-BF063016.-M Wed Jul 20 14:39:51 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 11 Octacosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.43 5.87 ng 90314 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Docosane 310 C22H46 000629-97-0 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1299 (16.434 min): BF089112.D (-1297) (-) m/z 57.10 100.00%
57
i W\JK/A
5000
HRRA LR BN SRR B
127 155 183 211 16.20 16.40 16.60 16.80
o..J-,I.l...lhOBJl- A i m/z 71.10 75.76%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 L SR LN BN B
16,20 16.40 16.60 16.80
29 m/z 43.10 54 .83%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
' 16.20 16.40 16.60 16.80
5000 85 m/z 85.10 54 .39%
. 29 M3 141 160 107 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane R A BT B
57 16.20 16.40 16.60 16.80
m/z 55.10 20.71%
. 290 || /M8 141 169 197 225 253 281 310
m/z--> 50 100 1% 2& 250 300 350 ' 16,20 16.40 16.60 16.80

8270-BF063016.-M Wed Jul 20 14:39:52 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 12 unknownl1l6.50 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.50 6.82 ng 104933 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanecarboxylic acid, (5-c... 276 C15H24N40 1000304-42-2 22
2 1,3-Dioxolane, 4,5-dibutyl-2,2-b... 322 C13H20F602 038274-71-4 12
3 1,3-Dioxolane, 4,5-dibutyl-2,2-b... 322 C13H20F602 038274-70-3 12
4 Cyclohexane, 1,1"-tetradecyliden... 362 C26H50 055334-08-2 12
5 1,3-Dioxolane, 4-heptyl-5-methyl... 322 C13H20F602 038363-95-0 12

Abundance Scan 1305 (16.503 min): BF089112.D (-1302) (-) m/z 55.10 100.00%

83

:

5000

16.20 16.40 16.60 16.80

(o} m/z 83.10 80.28%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124248: Cyclohexanecarboxylic acid, (5-cyclohexyl-2H-[1,2...
83
55
208
5000 LA L L LB L L LN |
276 16.20 16.40 16.60 16.80
111 m/z 69.10 57.23%
3 165 247
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69
e A ma
16.20 16.40 16.60 16.80
5000 87 253 m/z 278.10 54_.21%
139
41 207
167
109 187 236 280 321

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162352: 1,3-Dioxolane, 4,5-dibutyl-2,2-bis(difluoromethyl...

%

16.20 16.40 16.60 16.80
m/z 81.10 40.46%

5000

I

16 20 16. 40 16 60 16 80

8270-BF063016.-M Wed Jul 20 14:39:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 13 unknownl16.85 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.85 34.14 ng 525226 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 47
2 9,19-Cyclocholan-24-al, 3-(acety... 442 C29H4603 025089-90-1 27
3 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 27
4 4,5-di-epi-aristolochene 204 C15H24 1000374-17-1 22
5 2-Butenoic acid, 2-methyl-, 4,5,... 330 C20H2604 056298-87-4 15

Abundance Scan 1335 (16.846 min): BF089112.D (-1330) (-) m/z 43.10 100.00%
43
81 107 145 /\/\/v\’\/v/\\/\ﬂ/ﬂ/
5000 213
303 329 e R
381 414 16.60 16.80 17.00 17.20
ob—y m/z 55.10 64 .82%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate
43
5000 TTTT LA L L L L L L L
16 60 16. 80 17. OO 17. 20
‘ ‘ 107 147 396 m/z 107.10 62.42%
215 255
oL— .‘ ‘ H‘ ‘H H‘h H‘\ \M\ \\h \‘\\}?3”| " . ; I ?8I8I3I1|5| |3|5‘|1| A ‘I .‘.12.8. 4|'5|6|
m/z--> 5 150 200 250 300 350 400 450
Abundance
43
R mmE
16.60 16.80 17.00 17.20
95 m/z 105.10 57 .81%
5000 6o 119 17
147 203 367
260
297 339
227 399 427
oLy U S e p s e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- AN maa T e
a1 107 394 16.60 16.80 17.00 17.20
283 m/z 145.10 54.15%
h “\JA\,.«,WNJ\\wdyvrauwf\
0 S SN A
m/z--> 50 100 150 200 250 300 350 400 450 16 60 16. 80 17. OO 17. 20

8270-BF063016.-M Wed Jul 20 14:39:53 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 14 unknownl7.01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.01 5.58 ng 85845 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a-Methyl-3,3a-dihydropyrrolo[3,... 218 C11H10N20S 017163-68-7 46
2 BH-Oxazolo[3,2-a]pyridine-8-carb... 218 C12H14N202 1000337-58-3 46
3 Indolizine, l-acetyl-2-methyl-6-... 218 C11H10N203 1000071-33-1 46
4 Ethanone, 1-[4-(4-methyl-1-piper... 218 C13H18N20 026586-55-0 30
5 Thieno[2,3-b]pyridine-2-carbonit... 218 C10H10N4S 147992-88-9 27
Abundance Scan 1349 (17.006 min): BF089112.D (-1347) (-) m/z 218.15 100.00%
203 218
5000
¥ 113 127 162 187
139 176 231 16.60 16.80 17.00 17.20 17.40
o} m/z 203.20 83.68%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia...
203 218
160
39
5000 LRI UL SO SR I
60 16.60 16.80 17.00 17.20 17.40
m/z 57.10 63.01%
‘51 “ g2 9% 1O 133 149 175 189 0
o) |“l“l ‘I\thlem‘l‘\\lhlw N‘i“: ‘H\Im\l | i H: l‘ |H= : |H‘l : lel |“|“| : I\le . |“| : I\ l\l : l“i ]
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
203
- 16.60 16.80 17.00 17.20 17.40
5000 m/z 43.10 47 .65%
41 175
o 56 77 91 106118 134145 16377 159
m/z--> 40 60 8 100 120 140 160 180 200 220
Abundance #75361: Indolizine, 1-acetyl-2-methyl-6-nitro- A
203 218 16.60 16.80 17.00 17.20 17.40
m/z 71.10 43.91%
5000
o} B e L o
m/z--> 40 60 80 100 120 140 160 180 200 220 16.60 16.80 17.00 17.20 17.40

8270-BF063016.-M Wed Jul 20 14:39:54 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 15 2H-Cyclopropa[a]naphthalen-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.22 8.09 ng 124501 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 62
2 5-(1-NaphthyDtricyclo[4.1.0.0(2... 218 C17H14 107729-05-5 49
3 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 43
4 4-(p-N,N-dimethylaminophenylimin... 218 C13H18N20 1000100-07-8 38
5 Benzo(b)naphtho(1,2-d)furan 218 C16H100 000205-39-0 38
Abundance Scan 1368 (17.223 min): BF089112.D (-1365) (-) m/z 218.20 100.00%
218
203
5000
257 292 17.00 17.20 17.40 17.60
of m/z 203.20 75 .30%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75950: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a,...
218
203
5000 LI S SRR B B
17.00 17.20 17.40 17.60
m/z 69.10 30.51%
01
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218
202 IR SIS SN B B
17.00 17.20 17.40 17.60
5000 m/z 81.10 29.06%
108
39 6377 91 127 152 176

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75945: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... R  RREEEEES e
218 17.00 17.20 17.40 17.60
m/z 219.20 28.99%

5000 176

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60

8270-BF063016.-M Wed Jul 20 14:39:55 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 16 unknownl7.29 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.29 10.51 ng 161678 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 49
2 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 43
3 4,7-Methanoazulene, decahydro-1,... 206 C15H26 020478-88-0 43
4 1-Hydroxymethyl-5,8,9-endo-10-ex... 236 C16H280 1000140-32-9 38
5 Isoaromadendrene epoxide 220 C15H240 1000159-36-6 30
Abundance Scan 1374 (17.291 min): BF089112.D (-1371) (-) m/z 95.10 100.00%
9
69 121 205 241 j/\\fd\j/verA\,\ﬁjﬂ\\ﬁvNLf
5000 213

425 A A
17.00 17.20 17.40 17.60

(o} — m/z 109.10 79.10%

m/z--> 50 100 150 200 250 300 350 400
Abundance #66155: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe...
107
41 206

81 135
5000 163 L N REEaEmam
17.00 17.20 17.40 17.60

m/z 107 .05 76 .30%

ol wMM:H&...,.... S
m/z--> 50 100 150 200 250 300 350 400
Abundance
109

41
81 149 17.00 17,20 17.40 1760
5000 m/z 241.20 71.74%
205
0 175 235 276 332
m/z--> 50 100 150 200 250 300 350 400 ﬂ
Abundance #66219: 4,7-Methanoazulene, decahydro-1,4,9,9-tetramethyl- e A Rmman p
41 9 163 206 17.00 17.20 17.40 17.60
122 m/z 205.15 71.53%
- [ /“f\v[\xf\x/\/\vm
0.‘.{“..- ,MK.L';‘\.JM.&.,.... e
m/z--> 50 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17. 60

8270-BF063016.-M Wed Jul 20 14:39:56 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 17 unknownl7.53 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.53 14.40 ng 221488 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hydroxypyrene 218 C16H100 005315-79-7 38
2 (1S,6R,959)-5,5,9,10-Tetramethylt. .. 218 C16H26 1000298-97-8 38
3 p-(3-Methyl-5-0x0-2-pyrazolin-1-._.. 218 C11H10N203 060875-16-3 35
4 3-Amino-5-piperonyl-1,2,4-triazole 218 C10H10N402 014730-92-8 35
5 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 27
Abundance Scan 1395 (17.531 min): BF089112.D (-1389) (-) m/z 218.20 100.00%
218
5000 55 69 95107 122135
81 189 203
148161, 74 AN SN SN SN WA W
241
17.20 17.40 17.60 17.80
o} m/z 122.10 49_.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75953: 1-Hydroxypyrene
218
189
5000
17.20 17.40 17.60 17.80
61 o5 m/z 95.10 44 _90%
o 3850 63 | . 19999 137150163 || 201 ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
108 218
136 162 o 17.20 17.40 17.60 17.80
5000 m/z 135.10 44 _76%
a 91 149
55
67 79 121 175 189
G R R R I B B NS LS LS RS RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75370: p-(3-Methyl-5-0x0-2-pyrazolin-1-yl)benzoic acid A ERmmaE R
2 17.20 17.40 17.60 17.80

m/z 69.10 43 .46%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.20 17. 40 17. 60 17.80

8270-BF063016.-M Wed Jul 20 14:39:56 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 18 unknownl7.68 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.68 8.43 ng 129605 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000481-30-1 40
2 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 38
3 4H-Pyran-4-one, 3,5-dimethyl- 124 C7H802 019083-61-5 38
4 1,3-Benzenediol, 2-methyl- 124 C7H802 000608-25-3 38
5 2,4-Diaminophenol 124 C6H8N20 000095-86-3 35

Abundance Scan 1408 (17.680 min): BF089112.D (-1405) (-) m/z 124.10 100.00%

124
5000

17.40 17.60 17.80 18.00
m/z 43.10 56.24%

0!

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134666: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)-
124 147

17.40 17.60 17.80 18.00
m/z 57.10 51.85%

5000

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 M
Abundance
124
B AN RS ma
17.40 17.60 17.80 18.00
5000 m/z 229.20 39.86%
288
91 109 147
164 187 228 270
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 N
Abundance #10451: 4H-Pyran-4-one, 3,5-dimethyl- T ERRmEE S L
124 17.40 17.60 17.80 18.00
m/z 71.10 25.55%
0% ” M
95
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17. 60 17. 80 18. 00

8270-BF063016.-M Wed Jul 20 14:39:57 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 19 unknownl18.41 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.41 5.42 ng 83386 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Muurolane-B 208 C15H28 1000121-63-7 38
2 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 30
3 3-Methoxy-2-methyl-2H-pyrazolo[4... 165 C6H7N50 037531-53-6 27
4 1-Pentadecyne 208 C15H28 000765-13-9 22
5 Longifolenaldehyde 220 C15H240 019890-84-7 22
Abundance Scan 1472 (18.411 min): BF089112.D (-1468) (-) m/z 69.10 100.00%
[ | | %\/\/\/M"
55
125
165
5000] , db 145 79 205 -
281 || 18.00 18.20 18.40 18.60 18.80
(o} m/z 109.10 85.98%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67944: Muurolane-B

i

18:00 18.20 18:40 18.60 18.80
m/z 95.10 81.86%

5000

o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 109
R B
55 165 18.00 18.20 18.40 18.60 18.80
5000l 4L 81 m/z 55.10 78.66%
123
68 149 208
oS L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34456: 3-Methoxy-2-methyl-2H-pyrazolo[4,3-E][1,2,4]triazin A EREEEEEES A
165 18.00 18.20 18.40 18.60 18.80
m/z 96.05 76.08%
5000
42
67 95 1 136
R 7 AN B iodocouiilinccas
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18. 40 18 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample - H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
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 20 2-Isopropyl-tricyclo[4.3.1.... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.55 13.57 ng 208681 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-1sopropyl-tricyclo[4.3.1.1( 2,... 204 C14H200 1000191-47-0 56
2 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 38
3 Cyclohexanone, 2,3,3-trimethyl-2._._. 206 C14H220 069296-90-8 38
4 Methyl tetrahydroionol 212 C14H280 060241-53-4 35
5 6-l1sopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 30
Abundance Scan 1484 (18.549 min): BF089112.D (-1479) (-) m/z 69.10 100.00%
9%

ils

5000

18.20 18.40 18.60 18.80
m/z 95.10 93.73%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64218: 2-Isopropyl-tricyclo[4.3.1.1( 2,5)Jundec-3-en-10-one
96
5000 LA LI L L L L B LB B B
41 133 18.20 18.40 18.60 18.80
‘ 161 1™ m/z 109.10  73.96%
A M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
R B
M 18.20 18.40 18.60 18.80
5000 55 82 o5 124 m/z 123.10 72.98%
69
27
138 163 177191 206
(o A N T [ RS D O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66171: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but... e REREE
9 123 18.20 18.40 18.60 18.80
m/z 81.10 69.67%
41 191
5000 55 69
137 206
L1 1 il
0 ‘“.” L.W.H.L.L AR REERERRRaEReEER R s Ea e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 20 18. 40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071916\
Data File : BF089112.D

Acq On 19 Jul 2016 12:15

Operator : UM/SJ

Sample : H4044-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Krypton 1.74 175.0 ng 2711670 1 6.62 309847 20.0
2-Pentanone, 4-hy... 4.75 6.4 ng 99069 1 6.62 309847 20.0
unknown6 .39 6.39 79.8 ng 1236240 1 6.62 309847 20.0
Sulfurous acid, b... 14.25 6.8 ng 193857 5 13.75 565977 20.0
Hexadecane 14.83 34.7 ng 534155 6 15.11 307653 20.0
Oxirane, hexadecyl- 15.33 7.9 ng 121071 6 15.11 307653 20.0
Eicosane 15.52 21.6 ng 333009 6 15.11 307653 20.0
Oxirane, heptadecyl- 16.18 8.7 ng 133536 6 15.11 307653 20.0
Octacosane 16.43 5.9 ng 90314 6 15.11 307653 20.0
unknown16 .50 16.50 6.8 ng 104933 6 15.11 307653 20.0
unknownl16 .85 16.85 34.1 ng 525226 6 15.11 307653 20.0
unknownl17.01 17.01 5.6 ng 85845 6 15.11 307653 20.0
2H-Cyclopropa[a]n... 17.22 8.1 ng 124501 6 15.11 307653 20.0
unknownl17.29 17.29 10.5 ng 161678 6 15.11 307653 20.0
unknownl17 .53 17.53 14.4 ng 221488 6 15.11 307653 20.0
unknownl7 .68 17.68 8.4 ng 129605 6 15.11 307653 20.0
unknownl18.41 18.41 5.4 ng 83386 6 15.11 307653 20.0
2-1sopropyl-tricy... 18.55 13.6 ng 208681 6 15.11 307653 20.0

8270-BF063016.M Wed Jul 20 14:39:59 2016 Page: 22



