LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\

Data File : BF093823.D

Acg On : 22 Mar 2017 8:13 Instrument :

Operator : SJ/MA BNA_F

Sample - 12329-02 ClientSampleld :

Vi : 031617-PRRT-F-D-M
isc :

ALS Vial : 31 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-BF032017 .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 4.984 270 271 277 rBV 147067 200108 3.62% 0.543%
2 5.419 307 309 311 rBV 1856905 1642940 29.71%  4.459%
3 6.447 397 399 402 rBV2 1200963 1264319 22.86% 3.432%
4 6.585 409 411 414 rBV 2285406 2978580 53.87% 8.085%
5 6.825 430 432 434 rBV 1517669 1265895 22.89% 3.436%
6 6.985 443 446 448 rBV 4263405 4037692 73.02% 10.960%
7 7.053 448 452 455 rVB 27528 62537 1.13% 0.170%
8 7.385 478 481 484 rBV 2726535 3362786 60.82% 9.128%
9 8.105 542 544 547 rBV 1178086 1646559 29.78% 4.469%
10 9.191 636 639 641 rBVY 5547914 5529506 100.00% 15.009%

11 9.579 671 673 675 rBV 198638 165146 2.99% 0.448%
12 9.865 695 698 700 rBVY 1868366 1845775 33.38% 5.010%
13 10.642 763 766 769 rBV 1921604 1975166 35.72% 5.361%

14 10.779 776 778 783 rVB 80751 89093 1.61% 0.242%
15 11.225 815 817 819 rBV 60532 57584 1.04% 0.156%
16 11.339 824 827 829 rvB 1903110 1629900 29.48% 4.424%
17 12.139 894 897 899 rVvB 70393 82053 1.48% 0.223%
18 12.757 948 951 953 rBV 44610 57132 1.03% 0.155%

19 12.837 955 958 960 rVvB 433740 362613 6.56% 0.984%
20 12.928 963 966 968 rBV 4199769 4305641 77.87% 11.687%

21 13.362 1002 1004 1005 rBV 122727 132986 2.41% 0.361%
22 13.397 1005 1007 1011 rVV2 104136 203505 3.68% 0.552%
23 13.488 1012 1015 1016 rVvVv 56904 78390 1.42% 0.213%
24 13.534 1017 1019 1021 rVB 140009 121685 2.20% 0.330%
25 13.831 1043 1045 1052 rBV 89931 134635 2.43% 0.365%

26 13.968 1054 1057 1059 rBV 1051542 1151324 20.82% 3.125%
27 14.825 1129 1132 1134 rBV 165574 162622 2.94% 0.441%
28 15.374 1177 1180 1183 rBV 748165 998237 18.05% 2.710%
29 16.277 1256 1259 1269 rBV2 156293 306716 5.55% 0.833%
30 16.711 1294 1297 1300 rBV 36858 67060 1.21% 0.182%

31 16.917 1312 1315 1322 rVB3 25168 57685 1.04% 0.157%
32 17.294 1344 1348 1353 rBV 177438 429242 7.76% 1.165%
33 17.397 1353 1357 1363 rVB4 61952 162858 2.95% 0.442%
34 17.774 1386 1390 1395 rVB3 48963 115088 2.08% 0.312%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.346 1437 1440 1451 rVB5 23365 74676 1.35% 0.203%
36 19.500 1536 1541 1545 rBV2 29351 83910 1.52% 0.228%

Sum of corrected areas: 36841644
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093823.D
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183383453

13.00 13.50

Or——
Time--> 12.50

Abundance

5000000

4000000

3000000

2000000

13.97
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.98 3.16 ng 200108 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetone 58 C3H60 000067-64-1 12
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 271 (4.984 min): BF093823.D (-270) (-) m/z 43.10 100.00%
a3
5000 59
| sal o 1‘|’1 460 480 500 520 5.40
) SESERSSEMSESINIMEMSMSSNINS- 1 T MSHRERL. S VA MESRESESEMINNBMSSL . USSP WS m/z 59.05 48.27%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R UL L
59 4.60 4.80 5.00 520 5.40
m/z 58.10 17.26%
15 31 101
0 25 | 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 5.40
5000 m/z 101.10 15.01%
15
58
) 27
e R RS I RS UL UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: l—Propen—Z—oI, acetate LI L L L L L L B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.19%
5000
58
5 27 37, 72 100
e S R S R R UL RS S RS RSN SRRRE A R UL L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.58 Concentration Rank 2

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

6.58 47.06 ng 2978580 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 411 (6.585 min): BF093823.D (-409) (-) m/z 132.00 100.00%
5000 68
6 A
54 | 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:,“.'.‘.‘?,.... .|....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,... m/z 68.10 44.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 SRR RS LS SRR
6.20 6.40 6.60 6.80 7.00
104 m/z 134.00 31.61%
oL 14 27 37 4451 58 % T g9 97 | 115 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 27.98%
63 81
o 3133 50 74 | 88 101 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B e S A
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.47%
117
5000
39 91
51
MR AN P 3 AR 730 - S - N PR W0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.84 6.30 ng 362613 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 Chloroacetic acid, pentadecyl ester 304 C17H33CI102 070301-47-2 90
3 1-Nonadecene 266 C19H38 018435-45-5 87
4 Chloroacetic acid, tetradecyl ester 290 C16H31CI102 018277-86-6 83
5 1-Octadecanol 270 C18H380 000112-92-5 83

Abundance Scan 958 (12.837 min): BF093823.D (-955) (-) m/z 43.05 100.00%

8B
83
5000 2 97

125 12 60 12. 80 13. 00 13. 20

139
o 153168182196 224 m/7z 83.10 58_.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89783: 1-Octadecene
43 5
83 97

5000 L L
29

1260 12.80 13.00 13.20
0 J 1 139154168182196210224 252
RAARR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69 83
55 97

125 m/z 55.05 52.34Y%
12160 12:80 13.00 13.20
5000 m/z 57.10 51.76%

41 111
125
) 140 155169182 210 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene

12060 12180 13.00 13.20
m/z 97.10 50.21%

125
139
154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 60 12. 80 13. 00 13. 20

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknownl3.36 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.36 2.31 ng 132986 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(3-Hydroxy-4-methylphenyl)-1,1_... 296 C20H2402 1000105-90-6 46
2 Benzenamine, N,N-diethyl-4-[2-(4... 296 C18H20N202 017951-64-3 43
3 Benzamide, 4-tert-butyl-N-(4-met... 281 C19H23NO 328283-57-4 27
4 9H-Imidazo[1l,2-a]benzimidazole, ... 281 C16H12CIN3 1000274-13-7 18
5 1,2-Dihydroanthra[l,2-d]Jthiazole... 281 C15H7NO3S 1000110-33-6 14
Abundance Scan 1004 (13.362 min): BF093823.D (-1002) (-) m/z 281.20 100.00%
57 281
161 296
5000

13.00 13.20 13.40 13.60

o} m/z 57.10 83.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115513: 3-(3-Hydroxy-4-methylphenyl)-1,1,3,5-tetramethyli. .
281
173
5000 296 T LI L L L L LB B
13. OO 13 20 13. 40 13.60
m/z 296.30 63.42%
12135149 189
0,”.q”.w”.q.”w.”whnw.”ﬁ.”ﬂ.ﬁ..”.P”..”..”u.uj.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
281
B
296 13.00 13.20 13.40 13.60
5000 m/z 161.10 61.85%
178
0 29 51 76 91 115130 152 192206221735 253267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106896: Benzamide, 4-tert-butyl-N-(4-methylbenzyl)- R L e
161 13.00 13.20 13.40 13.60
m/z 67.10 54.63%
281
5000 8
91 11
77
0 ! \5\7\ ‘1 ‘\ | 132 | | 181195 224 251 |
R aaad B L e A meEEa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 9,12-Octadecadienoic acid (... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.40 3.54 ng 203505 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-0Octadecadienoic acid (Z,Z2)-... 354 C21H3804 002277-28-3 55
2 9,12-Octadecadienoic acid (Z,2)-... 354 C21H3804 003443-82-1 55
3 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 46
4 9,17-Octadecadienal, (2)- 264 C18H320 056554-35-9 45
5 Cyclododecyne 164 C12H20 001129-90-4 42

Abundance Scan 1007 (13.397 min): BF093823.D (-1005) (-) m/z 59.10 100.00%
59
41
5000
1126 149 262 13.00 13.20 13.40 13.60 13.80
283 : : : :
o .-.17.8. 20.8. S m/z 67.10 78.74%
m/z--> 100 150 250 300 350
Abundance #142777 9,12- Octadecad|en0|c aC|d (Z2,2)-, 2,3-dihydroxypr...
262
5000
13.00 13.20 13.40 13.60 13.80
135 - m/z 81.05 72.71%
280
04 m\\uhh H‘u M\ H\I ?1208 I‘ T I\I l |29|7| . ?3533'54;
m/z--> 200 250 300 350
Abundance
67
41
13.00 13.20 13.40 13.60 13.80
5000 95 262 m/z 55.10 71.19%
121
150
0 167185205 234 280 305 336354
m/z--> 50 100 150 200 250 300 350
Abundance #41337: Bicyclo[10.1.0]tridec-1-ene T
1 67 13.00 13.20 13.40 13.60 13.80
m/z 41.10 57.71%
5000 95
121
| (10 s
o’ ﬂ,h. —— R e
m/z--> 50 100 150 200 250 300 350 13.00 13.20 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Acetic acid, octadecyl ester Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.11 ng 121685 Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 91
2 1-Pentadecanol 228 C15H320 000629-76-5 81
3 1-Hexadecanol 242 C16H340 036653-82-4 81
4 Cyclotetradecane 196 C14H28 000295-17-0 72
5 1-Tetradecanol, acetate 256 C16H3202 000638-59-5 72
Abundance Scan 1019 (13.534 min): BF093823.D (-1017) (-) m/z 43.10 100.00%
a3
83 o,
5000
1 13.20 13.40 13.60 13.80
139153 : : :
| I 168 m/z 83.10 67.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #124061: Acetic acid, octadecyl ester
43
5000 783 g 13.20 13.40 13.60 13.80
29 0 111 m/z 97.10 61.18%
ol 15 |l J ‘HH 125139 153 224 252
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance
41 55 69 83
97 RN BN SNSRI
13.20 13.40 13.60 13.80
5000 11 m/z 55.10 57.13%
27 125
0 139154167182 210
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83793: 1-Hexadecanol i B B
55 &9 13.20 13.40 13.60 13.80
41 83 m/z 69.10 54 _16%
5000 v-wpww_NNJwvijMNMwFNJA\\J\F
ol14 zm \\‘ i ‘ °139 154168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Trichloroacetic acid, penta... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.34 ng 134635 Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
5 1-Hexacosanol 382 C26H540 000506-52-5 90

Abundance Scan 1045 (13.831 min): BF093823.D (-1043) (-) m/z 57.05 100.00%

43 57
83

97

5000

125 B e R S e
139153 191 209 281 13.60 13.80 14.00 14.20

0 m/z 55.05 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
83

13.I60 13!80 14.IOO 14.I20
m/z 43.05 89.51%

5000

12

5
139153167182 210

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 57
83 T T
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 82.61%
29 111
125

o 139153167181196 224

memmrwwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene e et e s
13.60 13.80 14.00 14.20

m/z 97.10 75.27%

-

5000

125

:

139154168182196210224238 266
A e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF032017.M Wed Mar 22 18:31:06 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.83 3.26 ng 162622 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 2,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H3602 061691-98-3 78
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 64
5 1,3-Dioxolan-2-one, 3-methyl-3-(... 264 C16H2403 336879-76-6 53

Abundance Scan 1132 (14.825 min): BF093823.D (-1129) (-) m/z 69.10 100.00%

69
5000
41

95 121
9! I| . || ‘149 175 203 283 14 60 14. 80 15. 00 15. 20 '
o) S R kot S AN m/z 81.05 55.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69

5000 AR R R s R S
14.60 14.80 15.00 15.20

41 m/z 41.10 22 .42%

95 137
0 ’ pd gy g 307 163 101 217 245 273 299 341 367 410
T O A — T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69

14.60 14. 80 15. 00 15.20

5000 m/z 95.10 14.37%
41
% 121 149
0 175 203 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #133936: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetrame...
69 14.60 14.80 15.00 15.20
m/z 68.10 12.73%
5000 41
93
161 204
ol b Hn e s R R S |
m/z--> 50 1 150 200 250 300 350 400 14.60 14.80 15.00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzenepropanenitrile, 3,4-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.28 6.15 ng 306716 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanenitrile, 3,4-dimet... 191 C11H13NO2 049621-56-9 53
2 Tetrazol-5-amine, N-(3,4-dimetho... 235 C10H13N502 1000272-73-1 47
3 Diethyl 2,5-pyridinedicarboxylate 223 C11H13NO4 005552-44-3 47
4 4H-1,3,2-Dioxaborin, 6-ethenyl-2._... 208 C12H21B02 074630-05-0 43
5 Thiazolo[5,4-d]pyrimidine, 7-met... 151 C6H5N3S 013316-06-8 43
Abundance Scan 1259 (16.277 min): BF093823.D (-1256) (-) m/z 151.10 100.00%
151 ?
69
5000
q 95 121 i 253
410 16.00 16.20 16.40 16.60
ob— .||| |'|' A .l“‘l'“.".h.l'.‘ a b ll ,“.2:'[.8. : |'l' |2|82| | ?]:8| S L m/z 69.10 53.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #49753: Benzenepropanenitrile, 3,4-dimethoxy-
151
5000 191 16,00 16,20 16.40 16.60
m/z 41.10 24 _73%
107
0..3.9| |“‘“h||13|0|‘||||‘||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
151
16,00 16,20 16.40 16.60
5000 m/z 191.05 19.44%
235
40 65 g 107130 176 206 /\\/Av,xvhww/\MVVKNVM~WJ\_
m/z--> 50 100 150 200 250 300 350 400
Abundance #71447: Diethyl 2,5-pyridinedicarboxylate e Al Eama s R S
151 16.00 16.20 16.40 16.60
m/z 81.10 19.36%
5000
29 178
oL | 5t 8 1T3 223
m/z--> 50 100 150 200 250 300 350 400 16.00 16,20 16,40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknownl7.29 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.29 8.60 ng 429242 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pregn-5-en-3-o0l, 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 49
2 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 43
3 7-Oxocholesteryl i1socaproate 498 C33H5403 1000251-06-0 28
4 9,19-Cyclocholan-24-al, 3-(acety... 442 C29H4603 025089-90-1 25
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 18
Abundance Scan 1348 (17.294 min): BF093823.D (-1344) (-) m/z 43.10 100.00%
43
107
145
255 LR BRI BN B R
303329354381 414 17.00 17.20 17.40 17.60
ok m/z 55.10 59.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #155057: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
a1 107 394
81 145 283
5000 309 361 ||||||||||||||||||||
213 17.00 17.20 17.40 17.60
73 255 m/z 107.10 59.04%
337
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
396 17.00 17.20 17.40 17.60
5000 m/z 105.05 54 _.39%
81,05 147
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #168542: 7-Oxocholesteryl isocaproate
43 17.00 17.20 17.40 17.60
m/z 145.10 53.82%
5000 /\Mﬁ\ﬂ
81
174
107 382
R A B P ™S B AP LA U
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 3-Methoxy-17(alpha)-ethyles... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17 .40 3.26 ng 162858 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxy-17(alpha)-ethylestra-1... 314 C21H3002 1000215-58-4 55
2 Retinoic acid, methyl ester 314 C21H3002 000339-16-2 55
3 Pregn-5-ene-3,20-dione 314 C21H3002 001236-09-5 41
4 Pregnane-3,20-dione, 1ll-hydroxy-... 332 C21H3203 000565-95-7 32
5 19-Norpregna-1,3,5(10)-trien-17-... 314 C21H3002 017550-02-6 25
Abundance Scan 1357 (17.397 min): BF093823.D (-1353) (-) m/z 55.10 100.00%

5000

-

17.00 17.20 17.40 17.60 17.80

0 m/z 314.30 82.51%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125192: 3-Methoxy-17(alpha)-ethylestra-1,3,5(10)-triene-1...
314
227
5000 147 173 TTTT TT T 1 TTTT TT T T[T T

17.00 17.20 17.40 17.60 17.80
m/z 69.10 62.76%

0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 105 159 314
e e R
69 121 17.00 17.20 17.40 17.60 17.80
5000 m/z 81.05 54 _69%
143 185
83 211225 295 299
241 282

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125155: Pregn-5-ene-3,20-dione e R mmmatt
314 17.00 17.20 17.40 17.60 17.80
m/z 281.15 53.93%

)

5000

:

T I T I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownl7.77 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.77 2.31 ng 115088 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2-Mercapto-3-benzo[b]thienylide... 283 C16H13NS2 092886-26-5 14
2 Formamide, N-(p-methoxy-trans-st... 177 C10H11NO2 002501-37-3 11
3 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 000079-77-6 10
4 7-Methoxy-2-methyl-1,2,3,4-tetra... 177 C11H15NO 054893-23-1 10
5 Ethane, 1,2-dibromo-1,2-dichloro- 254 C2H2Br2Cl2 000683-68-1 10
Abundance Scan 1390 (17.774 min): BF093823.D (-1386) (-) m/z 57.10 100.00%
57
177
5000
L 17.40 17.60 17.80 18.00
ol m/z 177.15 62.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108023: (2-Mercapto-3-benzo[b]thienylidene)-4-methylaniline
177
283
147
5000
17.40 17.60 17.80 18.00
39 6589 193 m/z 175.10 35.74%
TR
SN
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
177
134 17.40 17.60 17.80 18.00
5000 m/z 147.10 32.40%
77
51 104
e S L L U UL WL UL B LI s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #50539: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-y... R e e R R B
4 177 17.40 17.60 17.80 18.00
m/z 121.10 30.10%
5000
93 135
0.“.‘.,J‘.“‘.‘U.‘.m,‘“.‘.'.\“.‘,‘.'...,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032117\
Data File : BF093823.D

Acq On : 22 Mar 2017 8:13

Operator : SJ/MA

Sample - 12329-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._.98 3.2 ng 200108 1 6.82 1265900 20.0
unknown6 .58 6.58 47.1 ng 2978580 1 6.82 1265900 20.0
1-Octadecene 12.84 6.3 ng 362613 5 13.97 1151320 20.0
unknown13.36 13.36 2.3 ng 132986 5 13.97 1151320 20.0
9,12-Octadecadien... 13.40 3.5 ng 203505 5 13.97 1151320 20.0
Acetic acid, octa... 13.53 2.1 ng 121685 5 13.97 1151320 20.0
Trichloroacetic a... 13.83 2.3 ng 134635 5 13.97 1151320 20.0
Squalene 14.83 3.3 ng 162622 6 15.37 998237 20.0
Benzenepropanenit... 16.28 6.2 ng 306716 6 15.37 998237 20.0
unknownl17.29 17.29 8.6 ng 429242 6 15.37 998237 20.0
3-Methoxy-17(alph... 17.40 3.3 ng 162858 6 15.37 998237 20.0
unknownl7.77 17.77 2.3 ng 115088 6 15.37 998237 20.0
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