LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 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-BF091117.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 4.193 338 358 364 rBV3 24592 106213 4.69% 1.020%
2 4.787 456 459 469 rBV 21145 30444 1.35% 0.292%
3 5.016 479 498 502 rBvV2 53596 239766 10.59% 2.303%
4 5.134 506 518 528 rVvv2 40187 117449 5.19% 1.128%
5 5.228 531 534 552 rVB 129854 185605 8.20% 1.783%
6 5.434 565 569 579 rBV2 11744 29023 1.28% 0.279%
7 5.716 615 617 623 rBv4 17255 23286 1.03% 0.224%
8 6.051 669 674 680 rBV 25396 41700 1.84% 0.401%
9 6.281 710 713 717 rBV2 101129 152970 6.76% 1.469%
10 6.392 729 732 740 rVB 392428 384169 16.98% 3.690%

11 6.616 767 770 777 rBV 620094 529780 23.41% 5.089%
12 6.775 793 797 805 rBV 364106 364649 16.11% 3.503%
13 7.010 834 837 843 rBV 83137 96514 4._.26% 0.927%
14 7.057 843 845 859 rvB 92779 124968 5.52% 1.200%
15 7.186 864 867 877 rBvV 309585 292325 12.92% 2.808%

16 7.681 948 951 956 rBV 24386 25168 1.11% 0.242%
17 7.904 985 989 995 rVvB 789641 703525 31.09% 6.758%
18 8.204 1036 1040 1051 rVvB 109543 134543 5.95% 1.292%

19 8.328 1058 1061 1071 rvB2 37707 53006 2.34% 0.509%
20 8.557 1098 1100 1104 rBV 40362 36138 1.60% 0.347%
21 8.722 1125 1128 1133 rBV 51770 50614 2.24% 0.486%
22 8.845 1146 1149 1151 rBV3 21983 23591 1.04% 0.227%
23 8.975 1168 1171 1175 rBV 665657 535271 23.65% 5.142%
24 9.380 1237 1240 1243 rBV 60584 48024 2.12% 0.461%

25 9.651 1282 1286 1291 rVB2 853418 708308 31.30% 6.804%

26 9.922 1321 1332 1335 rBV 1253449 2263051 100.00% 21.740%
27 10.445 1418 1421 1431 rVB 243986 233183 10.30% 2.240%

28 10.569 1437 1442 1446 rBV2 30364 39928 1.76% 0.384%
29 11.133 1535 1538 1548 rVB 653963 567502 25.08% 5.452%
30 11.369 1573 1578 1583 rBV3 15864 23333 1.03% 0.224%

31 12.716 1803 1807 1811 rVB 352611 280460 12.39% 2.694%
32 13.768 1983 1986 1996 rBV 472234 476745 21.07% 4 _580%
33 15.168 2219 2224 2234 rVB 424390 504199 22.28% 4.844%
34 15.562 2286 2291 2295 rBV3 15281 26831 1.19% 0.258%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.657 2302 2307 2310 rVB 20207 28396 1.25% 0.273%

36 15.768 2320 2326 2337 rBV5 73623 159801 7.06% 1.535%
37 15.951 2348 2357 2362 rVV4 304236 673121 29.74% 6.466%
38 15.998 2362 2365 2375 rVB4 49912 96111 4._.25% 0.923%

Sum of corrected areas: 10409710
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BF098669.D

5.23
503xK
479 AT 5.43

6.62

6.39

0
Time-->

.
LA B B I B B B

I
5.00 5.50

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BF098669.D

9.65

8.97 11.13

8.20

9.38

68[3.@% t 11.37

12.72

0

-

Time--> 8.00

10.50 11.00 11.50

9.00

9.50

10.00

L5z

8.50

12.00

12.50

13.50

13.00

Abundance
1200000

1000000

800000

600000

13.77

400000

200000

TIC: BF098669.D

15.17
15.95

15.77

155566 .00

Time-->

14.00

16.00 16.50

15.50

14.50 15.00

17.00 17.50

18.00

18.50

19.00

8270-BF091117.

M Thu Sep 21 13:21:32 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown4.19 Concentration Rank 8

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

4.19 4.01 ng 106213 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 9
2 Pentanoic acid 102 C5H1002 000109-52-4 9
3 Formic acid hvdrazide 60 CH4N20 000624-84-0 4
4 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 4
5 1-Propanol 60 C3H80 000071-23-8 4

Abundance Scan 358 (4.193 min): BF098669.D (-338) (-) m/z 60.00 100.00%
60.0
5000 73.0
42.0
| H| | 83.9 3.80 4.00 4.20 440 4.60
"t et m/z 73.00 41.25%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2020: Butanoic acid
60.0
5000 '|""|""|"!'|""|"
730 3.80 4.00 4.20 4.40 4.60
27.0 410 m/z 42.00 28.48%
ol 180 | |lla90 88.0
m/z--> fo 25 §o Jo 55 60 fo 85 do 160 '
Abundance
60.0
380 400 420 440 4.60
5000 m/z 41.00 28.24%
73.0
270 41.0
0 15.0 51.0 87.0 101.0
LN SURLELN SURL BRI SURILELS SURLLELNN JLLELE S DU SURELS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #302: Formic acid hydrazide
60.0 3.80 4.00 4.20 4.40 4.60

m/z 43.00 24 _.67%

5000 43.0

O e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Butanoic acid, 3-methyl- Concentration Rank 5

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

5.02 9.05 ng 239766 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 78
2 Formic acid hvdrazide 60 CH4N20 000624-84-0 9
3 Hexanoic acid 116 C6H1202 000142-62-1 9
4 Thiirane 60 C2H4S 000420-12-2 5
5 1-Pentanamine 87 C5H13N 000110-58-7 5

Abundance Scan 499 (5.022 min): BF098669.D (-479) (-) m/z 60.00 100.00%
60.0
5000 41.0
86.9 SR SRS AR SR
||| 601 | 460 480 500 520 5.40
ot e e e m/z 41.00 42 .89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4275: Butanoic acid, 3-methyl-
60.0
5000
43.0 4.60 4.80 5.00 5.20 5.40
87.0 m/z 43.00 40.46%
Joaso ZO | 890 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
60.0
460 4.80 5.00 5.20 5.40
5000 43.0 m/z 45.00 25.02%
G R N R R IS SRS L RS RSN SRS RRARS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8069: Hexanoic acid
60.0 460 4.80 5.00 5.20 5.40
m/z 39.10 19.12%
5000 270 a0 73.0
‘ ‘ 87.0
o I " 1010 1150
AU UL IULLRS IR SO UL IO IULL SULILEE B B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Butanoic acid, 2-methyl- Concentration Rank 7

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

5.13 4.43 ng 117449 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 72
2 Morpholine 87 C4H9NO 000110-91-8 9
3 5-Hvdroxv-2.2-dimethvlhexan-3-one 144 C8H1602 173343-33-4 9
4 2-Propenoic acid. 2-methvl-. hex... 170 C10H1802 000142-09-6 9
5 Oxirane, (butoxymethyl)- 130 C7H1402 002426-08-6 9

Abundance Scan 517 (5.128 min): BF098669.D (-506) (-) m/z 74.00 100.00%
74.0
57.0
5000 41.0
87.0 S . ¥ W
4.80 5.00 5.20 5.40
o} m/z 57.00 65.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4278: Butanoic acid, 2-methyl-
74.0
29.0 57.0
41.0
5000
4.80 5.00 5.20 5.40
87.0 m/z 40.95 48.96%
0 '”I%?'gl'”'I"'jlﬂj”l"w'l"”‘"" "J'v"%O?'g'v"'l""v"'|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
29.0 57.0
4.80 5.00 5.20 5.40
5000 87.0 m/z 86.95 25.63%
42.0
0 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20944: 5-Hydroxy-2,2-dimethylhexan-3-one A B
57.0 4.80 5.00 5.20 5.40
m/z 56.00 24 .17%
43.0
5000 87.0
29.0
69.0
o | ‘H | 1000 1220 40
m/z--> 10 20 30 40 éo eb 70 80 90 160 110 150 130 140 150 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.39 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.39 14.50 ng 384169 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 732 (6.392 min): BF098669.D (-729) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.1 9.0 6.00 6.20 6.40 6.60 6.80
01 e B m/z 68.00 40.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RN LS AR AN R

6.00 6.20 6.40 6.60 6.80
m/z 134.00 31.34%

31.0 510
0 ‘ Il 1 H 1y !
o A B W e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
R
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 25.86%
104.0
66.0
270 510 89.0
RV N |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A ) R R
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 16.02%
74.0
116.0
5000 98.0
S SSSNSSSEN MU VMO ¥ 1 O e
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Benzeneacetic acid Concentration Rank 9

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

8.20 3.82 ng 134543 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 91
2 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 64
3 Benzvl 2-chloroethvl sulfone 218 C9H11CIl02S 066998-67-2 50
4 3-0xo0-4-phenvlbutvronitrile 159 C10H9NO 019212-27-2 50
5 3,3-Bis-benzylsulfanyl-2-fluoro-... 315 C17H14FNS2 1000275-69-6 47

Abundance Scan 1039 (8.198 min): BF098669.D (-1036) (-) m/z 91.00 100.00%
91.0
5000
136.0
65.0 SRS SRR LR
39.0 118.0 7.80 8.00 8.20 8.40 8.60
| S P WD NSEROOON T N N — m/z 136.00 26.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16277: Benzeneacetic acid
91.0
5000 NSRBI NS RBEEEE
136.0 7.80 8.00 8.20 8.40 8.60
65.0 : m/z 65.00 20.52%
0 39\ 0 i \‘ | ‘ 118.0 .
LA SR S SURNLILS UL B LA L B UL W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
119.0 136.0 7.80 8.00 820 8.40 8.60
5000 m/z 92.10 18.48%
18.0
e L L S UL WL WL LI WL S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76144: Benzyl 2-chloroethy! sulfone R B
91.0 7.80 8.00 8.20 8.40 8.60
m/z 39.00 10.32%
5000
65.0
o L\ szmogmo 2020
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Dodecanoic acid Concentration Rank 1

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

9.92 63.90 ng 2263050 Acenaphthene-d10 9.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Nonanoic acid 158 C9H1802 000112-05-0 49
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43

Abundance Scan 1332 (9.922 min): BF098669.D (-1321) (-) m/z 60.00 100.00%
6d.0
43.1
5000
g2l 2 157.1 AR AR SRR
L#LL 101.0 200.2 9.60 9.80 10.00 10.20
0 1832 720 m/z 73.00 96.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
43.0
5000
g5.0 1290 9.60 9.80 10.00 10.20
' m/z 43.10 68.99%
210 ‘ 101.0 ‘ 200.0
oL ..|.‘. . .Uk‘. .“.“‘.‘l‘ IM'"‘“I i .‘k. e "i"""l }7?"0' o 'l"
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
410 600
9.|60 9.&'30 10.'00 10.'20 '
5000 m/z 41.00 67.18%
870 129.0
16.0 111.0 157.0 186.0
e LA R MR
m/z--> ﬁo Jo 65 éo 160 150 150 1éo 1éo 260
Abundance #39471: n-Decanoic acid R REEEE RS
60.0 9.60 9.80 10.00 10.20
41.0 m/z 55.00 62.05%
5000
129.0
87.0
o 220 ML g R0 | assotrzo b
m/z--> 200 40 60 80 100 120 140 160 180 200 9.60 9. 80 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknownl5.77 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.77 6.34 ng 159801 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dichlorothiophene-5-sulfonvl... 250 C4HCI1302S2 126714-85-0 35
2 Cholestan-3.alpha.-ol acetate 430 C29H5002 1000214-83-2 35
3 5.alpha.-Cholest-22-ene. (2)- 370 C27H46 015076-93-4 30
4 4 .5-Dichlorophthalimide 215 C8H3CI2NO02 015997-89-4 27
5 Ethanol, 2-(3,3-dimethylbicyclo[... 166 C11H180 002226-05-3 25
Abundance Scan 2326 (15.768 min): BF098669.D (-2320) (-) m/z 215.10 100.00%
215.1
55.0
5000 107.1
149.1
257.1 3702 15.40 15.60 15.80 16.00
0 m/z 55.00 57.63%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #102617: 2,3-Dichlorothiophene-5-sulfony! chloride
107.0 215.0
5000 48.0 167.0 252.0 B DA BRI BRI SO
15.40 15.60 15.80 16.00
m/z 43.00 56.61%
012.0
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
15.40 15.60 15.80 16.00
5000 m/z 107.10 50.77%
81.0 215.0 370.0
. 147.0 275.0 316.0 430.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #197234: 5.alpha.-Cholest-22-ene, (2)-
55.0 15.40 15.60 15.80 16.00
95.0 149.0 259.0 m/z 93.00 49 _93%
5000
217.0 370.0
OI — |“.‘l‘.[
miz--> 0 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cholestan-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.95 26.70 ng 673121 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-one 386 C27H460 015600-08-5 70
2 Preanenolone 316 C21H3202 000145-13-1 52
3 Cholestan-2-one 386 C27H460 1000210-43-4 52
4 Cholestane. 4.5-epoxv-. (4.alpha... 386 C27H460 006079-19-2 47
5 Cholest-4-en-3-ol 386 C27H460 014597-42-3 45
Abundance Scan 2357 (15.951 min): BF098669.D (-2348) (-) m/z 55.00 100.00%
54.0
231.1
5000
15,60 15.80 16.00 16.20
0 m/z 43.05 95.38%
m/z--> 50 100 150 200 250 300 350
Abundance #205858: Cholestan-3-one
43.0 231.0
81.0 122.0
5000 3860 L L TT T T[T T T T[T TTT T
15 60 15. 80 16. 00 16.20
163.0 m/z 81.00 76.80%
300.0 342.0
o) E— \‘ ‘ H‘\““ \H\ “‘ \‘H% \H(a‘ ‘ I‘hze:?'lwa : l\ e I .‘.“.‘. !
m/z--> 50 200 250 300 350
Abundance
43.0
105.0 15,60 15.80 16.00 16.20
5000 145.0 m/z 231.10 73.18%
316.0
187.0 2310 g4
72.0
L L L L WL L WL B UL
m/z--> 50 100 150 200 250 300 350
Abundance #205852: Cholestan-2-one R ./\,‘ T
231.0 15.60 15.80 16.00 16.20
m/z 95.05 65.73%
386.0
5000 43.0
21.0 13.0 197.0
o 262.0 995  328.0
m/z--> 50 100 150 200 250 300 350 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098669.D

Aca On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample : 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknownl16.00 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.00 3.81 ng 96111 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 3-acetoxv-6-(5-meth... 340 C15H20N207 1000192-89-9 10
2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 10
3 Triacontane 422 C30H62 000638-68-6 10
4 Sulfurous acid. butyl pentadecvl... 348 C19H4003S 1000309-18-2 10
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 10
Abundance Scan 2365 (15.998 min): BF098669.D (-2362) (-) m/z 57.05 100.00%
57.0

5000 215.1
} } 3734 15.60 15.80 16.00 16.20 16.40
0.”;.“ m/z 43.00 60.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Abundance #176326: Acetic acid, 3-acetoxy-6-(5-methyl-2,4-dioxo-3,4-.
43.0

5000 TTTT TTTT TTTT TTTT T
215.0 1560 15.80 16.00 16.20 16.40
Iy \h ‘n ‘ "1 \\ ‘

m/z 71.00 51.23%

o 3400
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance
57.0
R e R E e o R
15.60 15.80 16.00 16.20 16.40
5000 m/z 84.95  49.35%

5.0
197.0 267.0337.0 415.0 499.0569.0 670.0 755.0 835.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #219831: Triacontane

57.0 15.60 15.80 16.00 16.20 16.40

m/z 215.05 44 .82%
5000
7.0
o 1 1970267 03370 4220

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092017\
Data File : BF098669.D

Acq On : 20 Sep 2017 19:28

Operator : SJ/JU

Sample - 15281-05 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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]
unknown4 .19 4.19 4.0 ng 106213 1 6.62 529780 20.0
Butanoic acid, 3-... 5.02 9.1 ng 239766 1 6.62 529780 20.0
Butanoic acid, 2-... 5.13 4.4 ng 117449 1 6.62 529780 20.0
unknown6 .39 6.39 14.5 ng 384169 1 6.62 529780 20.0
Benzeneacetic acid 8.20 3.8 ng 134543 2 7.90 703525 20.0
Dodecanoic acid 9.92 63.9 ng 2263050 3 9.65 708308 20.0
unknownl15.77 15.77 6.3 ng 159801 6 15.17 504199 20.0
Cholestan-3-one 15.95 26.7 ng 673121 6 15.17 504199 20.0
unknown16 .00 16.00 3.8 ng 96111 6 15.17 504199 20.0
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