LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF070816\

Data File : BF088848.D

Aca On 9 Jul 2016 2:43 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22Ie : H3813-24 50X e L

ALS Vial : 28 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-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 heiaht area % max. total

1.815 18 20 65 rvB 1462751 3067716 100.00% 35.886%
6.730 448 450 452 rBvV 523894 484026 15.78% 5.662%
rBv 658965 619029 20.18% 7.241%
9.085 654 656 659 rBB 56908 49906 1.63% 0.584%
9.759 713 715 718 rVB 757621 708436 23.09% 8.287%

abrwWNPEF
o0}
o
=
o
a0
(o))
o
a0
(9}
N
a0
()}
o

6 10.936 815 818 820 rBV 218593 259745 8.47% 3.039%
7 11.234 842 844 847 rVB 716565 716872 23.37% 8.386%
8 11.805 890 894 896 rBV 1072333 1427550 46.53% 16.700%
9 12.571 958 961 963 rBV 43516 53924 1.76% 0.631%
10 12.811 980 982 985 rBv4 33118 39914 1.30% 0.467%

11 13.862 1071 1074 1076 rBV 572305 556817 18.15% 6.514%
12 15.234 1191 1194 1197 rBV 365832 452925 14.76% 5.298%

13 15.885 1249 1251 1259 rVB6 14189 38200 1.25% 0.447%
14 16.045 1263 1265 1270 rBvV 42460 73328 2.39% 0.858%
Sum of corrected areas: 8548388

8270-BF063016.M Mon Jul 11 17:41:55 2016 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

V:\HPCHEMI\BNA F\DATA\BFO070816\
BF088848.D

9 Jul 2016
UmM/sJ
H3813-24 50X

2:43
28 Sample Multiplier: 1

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

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BF088848.D

1400000{ 182

6.73

Ot—
Time-->

2.50

3.00

3.50

4.00

T
4.50 5.00

2.00 5.50

A
LI |

6.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF088848.D

9.76 11.23

8.01

10.94

9.08

11.81

12.5712.81

OF——
Time-->

11.50

10.50 11.00

9.50

10.00

12.00 12.50

13.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF088848.D

13.86

15.23

15.88:05

OF==
Time-->

16.50 17.00

15.50 16.00

14.00 14.50 15.00

17.50

18.00

18.50

19.00

8270-BF063016.M Mon Jul 11 17:41:56 2016

Page: 2




Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088848.D

Aca On > 9 Jul 2016 2:43

Operator : UM/SJ

Sample = H3813-24 50X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.94 7.25 ng 259745 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Undecanoic acid 186 C11H2202 000112-37-8 62
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 818 (10.936 min): BF088848.D (-815) (-) m/z 73.00 100.00%
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o — m/z 60.00  75.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452:; Tetradecanoic acid
60 73
43
5000 129 UL U AR

185 10. 60 10. 80 11. 00 11. 20
29 m/z 43.10  60.40%

97 115 | 143 __ 171 228
ob2s 1l HH\ 0 TR A o< S
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60 73

129 10.60 10.80 11.00 11.20
5000 m/z 57.10 57.41%
43
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o SNBSS 1 R0 ARV M 2 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50053: Undecanoic acid T T A P
60 73 10. 60 10. 80 11. OO 11. 20
43 m/z 55.10 54 _.92%
5000 29
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I 0 o - Y S NN
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088848.D

Aca On > 9 Jul 2016 2:43

Operator : UM/SJ

Sample = H3813-24 50X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.81 39.83 ng 1427550 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 894 (11.805 min): BF088848.D (-890) (-) m/z 73.10 100.00%
7B
43 60
5000 129
97 213 T T
115 143127171185 199 | 597 256 11140 11.60 11.80 12.00 12,20
0 m/z 60.00 76.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 AR U SRR IR
nmnmnmnmnm
m/ 43.05 72 .47Y%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11/40 11.60 11.80 12.00 12.20
5000 129 m/z 57.10 63.99%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #39472: n-Decanoic acid R AR
60 73 11.40 11.60 11.80 12.00 12.20
a1 m/z 55.05 62.50%
5000 129
2
T “ 101115 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088848.D

Aca On > 9 Jul 2016 2:43

Operator : UM/SJ

Sample = H3813-24 50X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknownl16.05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.05 3.24 ng 73328 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preanenolone 316 C21H3202 000145-13-1 35
2 5.beta.-Cholan-24-oic acid. 3-oxo- 374 C24H3803 001553-56-6 30
3 Bicvclol5.2.01nonane. 4.8.8-trim... 178 C13H22 1000149-59-1 14
4 20-Ethvnvl-5-preanen-3.20-diol 342 C23H3402 1000255-24-9 14
5 Pregnane-3,20-dione 316 C21H3202 007350-00-7 11
Abundance Scan 1265 (16.045 min): BF088848.D (-1263) (-) m/z 55.10 100.00%
81
161 231
107
5000
81 189 316 386 LRI UL SIS SUMLLN B
| ||| | 15.80 16.00 16.20 16.40
(o} 5 m/z 81.05 82.38%
m/z--> 50 100 150 200 250 300 350
Abundance #158286: Pregnenolone
43
105
5000 79 145 IR DAL SURI SUNIUN B
316 15.80 16.00 16.20 16.40
187 231 283 m/z 43.10 81.92%
2 255
0 |15| I ‘.‘ e HM ey %\I\L‘u‘ ﬁ??l‘u“\ N |h‘.‘.‘ .L. ‘H ‘\ — ———
m/z--> 50 100 150 200 250 300 350
Abundance
55
" 15.80 16.00 16,20 16,40
5000 81 m/z 231.20 71.35%
107 161
o 135 189 211231551271 304 305 356375
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #44130: Bicyclo[5.2.0]nonane, 4,8,8-trimethyl-2-methylene- R B e o
41 3 122 15.80 16.00 16.20 16.40
m/z 67.10 70.00%
69
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l 163
0 |"'ﬁ%'w"|"' RO UUREL S UL LRI SO SO SURIURA SUM
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF070816\
Data File : BF088848.D

Acq On > 9 Jul 2016 2:43

Operator : UM/SJ

Sample : H3813-24 50X

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Tetradecanoic acid 10.94 7.3 ng 259745 4 11.23 716872 20.0
n-Hexadecanoic acid 11.81 39.8 ng 1427550 4 11.23 716872 20.0
unknown16 .05 16.05 3.2 ng 73328 6 15.23 452925 20.0
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