LSC Area Percent Report

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

Data File : BF088851.D

Aca On 9 Jul 2016 4:10 Instrument :

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

3?22Ie : H3813-25 50X e S ik

ALS Vial : 31 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 1.815 18 20 66 rvB 1047400 2101554 36.15% 15.207%
2 6.730 448 450 452 rBV 445055 433107 7.45% 3.134%
3 8.010 560 562 565 rBV 601323 554963 9.55% 4.016%
4 9.759 713 715 718 rBB 700498 636444 10.95% 4 .605%
5 10.948 815 819 828 rBV 910709 1252484 21.55% 9.063%

11.234 842 844 847 rVB 696107 623458 10.72% 4.511%
11.828 890 896 899 rBvV2 2766690 5813188 100.00% 42.066%
12.582 959 962 964 rvv 897585 989107 17.01% 7.157%
12.662 967 969 971 rvVv 119380 145020 2.49% 1.049%
13.359 1028 1030 1032 rBV 82357 70350 1.21% 0.509%

=
QO ~NO®

11 13.862 1071 1074 1076 rBV 480888 467617 8.04% 3.384%
12 15.234 1192 1194 1197 rVB 331766 393225 6.76% 2.845%
13 15.885 1248 1251 1260 rBV2 45014 111831 1.92% 0.809%
14 16.057 1262 1266 1269 rBV 143779 227015 3.91% 1.643%

Sum of corrected areas: 13819363
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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\
BF088851.D

9 Jul 2016
UmM/sJ
H3813-25 50X

4:10
31 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

2500000

2000000

1500000

1000000

500000

TIC: BF088851.D

1.82

0
Time-->

3.50

4.00

T
4.50 5.00

5.50

6.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF088851.D

9.76
8.01

11483

0
Time-->

10.00 10.50 11.00

9.50 11.50

8.00

12.00

12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF088851.D

13.86

16.06
15.89 ¥

0
Time-->

17.00

17.50

16.00 16.50

15.50

14.00 14.50 15.00

18.00

18.50

19.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088851.D

Aca On > 9 Jul 2016 4:10

Operator : UM/SJ

Sample = H3813-25 50X

Misc :

ALS Vial : 31 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 4
R.T. EstConc Area Relative to ISTD R.T.
10.95 40.18 ng 1252480 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Heptanoic acid 130 C7H1402 000111-14-8 35
Abundance Scan 819 (10.948 min): BF088851.D (-815) (-) m/z 73.10 100.00%
60 B
43
5000 129
85 o, 185 e ST
U5 1143 15171 | 199 b11 228 10.60 10.80 11.00 11.20
0 m/z 60.00 81.96%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
60 73
43
5000 129 U R DU B
185 10. 60 10. 80 11.00 11.20 :
2‘9 H 97 115 us o an - 298 m/z 43.10 67 .49%
0|EI-|5||‘|||‘iU||Hl”‘|‘l‘l‘ H ‘ MH M‘ . ‘””\ ”‘” .‘...‘l .2.1.1.|....
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
43 60 73
10.I60 10.|80 11.'00 11.'20 '
5000 129 m/z 41.10 61.68%
29 85 115 171
97
185 214
L1 143 157 197
m/z--> 25 4b eb éo 160 120 140 160 180 200 250
Abundance #61122: Dodecanoic acid R AR I e
73 10.60 10.80 11.00 11.20
60 m/z 55.10 58.64%
5000 43 129
85 1s 157
101
143 171 200
T I— (1 Y .‘ s N G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1060 1080 1100 1120
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088851.D

Aca On > 9 Jul 2016 4:10

Operator : UM/SJ

Sample = H3813-25 50X

Misc :

ALS Vial : 31 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1

R.T. EstConc Area Relative to ISTD R.T.
11.83 186.48 ng 5813190  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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 896 (11.828 min): BF088851.D (-890) (-) m/z 73.10 100.00%
3
43 60
5000 129
97 213 S EEARG RS S e ey
L | 43157171185, oo 227 54 256 11.60 11.80 12.00 12.20
0 m/z 60.10 76.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LI L L L L LB LB LB
1160 11,80 12.00 12.20
0
H 157171185 99213 056 m/z 43.10 75.78%
0 Ll n\m 100 gy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
 EAEREEmOESEEREEEEIEES
11.60 11.80 12.00 12.20
5000 129 m/z 55.10 65.64%
29 a7
115 | 143 199 242
101 157171185
oL 15 i 213276
S R ARRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid L R e
43 07 11.60 11.80 12.00 12.20
m/z 41.10 65.17%
5000
29
129
“ T7 1115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1160 11,80 12.00 12.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088851.D

Aca On > 9 Jul 2016 4:10

Operator : UM/SJ

Sample = H3813-25 50X

Misc :

ALS Vial : 31 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.58 42 .30 ng 989107 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 962 (12.582 min): BF088851.D (-959) (-) m/z 73.05 100.00%

43 B
57
5000 129

185 1 TIrTrprrrrprrrrprrrrprot
143157171

m%y#4 1220 12.40 12.60 12.80 13.00
0 m/z 43.10 84 .36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129 284

5000{ 28 L i S B
12 20 12. 40 12. 60 12. 80 1300

m/z 60.00 77 .64%

1
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73

12 20 12. 40 12. 60 12. 80 13.00

5000 g 129 m/z 57.10 76 .49%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T R e
73 12 20 12. 40 12. 60 12. 80 13 00
43 m/z 55.10 70.88%
5
5000 129
185 228
T7 01115 | 143,5171 ‘ 199
0|”.Jh.ﬂﬂ‘anW.ﬁhwh.h”..n..”..%?.h..H.P”.P.. A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088851.D

Aca On > 9 Jul 2016 4:10

Operator : UM/SJ

Sample = H3813-25 50X

Misc :

ALS Vial : 31 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 5 Hexadecanoic acid, 2-methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.66 6.20 ng 145020 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 64
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 58
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 49
4 Nipecotic acid 129 C6H11NO2 000498-95-3 32
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 22
Abundance Scan 969 (12.662 min): BF088851.D (-967) (-) m/z 56.10 100.00%

56

5000 257 ’-//M‘—’\

I I I I

12.40 12.60 12.80 13.00

185 213

157

01 m/z 57.10 53.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester
57
5000 LA L L LB LB LN
4 239 957 12.40 12.60 12.80 13.00
m/z 257.30 43.09%
gl D S s w | o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R O R LA e
12.40 12.60 12.80 13.00
5000 m/z 41.10 38.66%
29 & 257
129
o 101 157 185 213 2% 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester T T
56 12.40 12.60 12.80 13.00
m/z 43.10 37.29%
5000
29 73
o ‘ ‘ i ﬂ‘ 2T s 157 185 213 2927 551 a1
rr e e e e e e e e e e e e R REERR RS e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088851.D

Aca On > 9 Jul 2016 4:10

Operator : UM/SJ

Sample = H3813-25 50X

Misc :

ALS Vial : 31 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 6 Butyl myristate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.36 3.01 ng 70350 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 72
2 Nipecotic acid 129 C6H11NO2 000498-95-3 47
3 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 27
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 25
5 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 25

Abundance Scan 1030 (13.359 min): BF088851.D (-1028) (-) m/z 56.10 100.00%

56

-

5000 4
143157 185199 241 13.00 13.20 13.40 13.60
0 m/z 57.10 59.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 LA L L L L L LB L L B
41 229 13.00 13.20 13.40 13.60
m/z 43.10 42 .55%
‘ ‘ 1011 5 143 185 284
A | i \mw o 255269 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R LR R
13.00 13.20 13.40 13.60
5000 m/z 41.10 38.34%
30 84 129
101
0 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6684: 1-Heptene, 2-methyl- R e EEaE L
56 13.00 13.20 13.40 13.60
m/z 55.10 36.53%
112
084
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13. 20 13. 40 13.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088851.D

Aca On > 9 Jul 2016 4:10

Operator : UM/SJ

Sample = H3813-25 50X

Misc :

ALS Vial : 31 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 7 unknownl15.89 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.89 5.69 ng 111831 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvcloheptene-3-carboxamide. N-... 215 C14H17NO 1000159-24-4 35
2 Cyclopentlel-1.3-oxazine. octahy... 216 C13H16N20 1000138-92-2 25
3 2-Cvclohexen-3-ol-1-one. 2-benzovl- 216 C13H1203 061834-43-3 25
4 Cvclopentaneacetamide. 2-methvle... 215 C14H17NO 114662-87-2 14
5 5-Dimethylamino-2-phenyl-3(2H)-p... 215 C12H13N30 1000244-25-4 14
Abundance Scan 1251 (15.885 min): BF088851.D (-1248) (-) m/z 215.20 100.00%
215
81
55 107
5000 147 A
175
233 370 LI BRI R S SULRA
|“ | 081 | 15.60 15.80 16.00 16.20
ol SRIIF'S H AN - m/z 81.10 68.32%
m/z--> 50 100 150 200 250 300 350
Abundance #73524: 1-Cycloheptene-3-carboxamide, N-phenyl-
3
215
5000 L BRI SRR BRI U
67 110 15.60 15.80 16.00 16.20
41 148 44, m/z 95.05 64 .66%
o .‘...
m/z--> 50 100 150 200 250 300 350
Abundance
215
15,60 15.80 16.00 16.20
m/z 55.10 52.02Y%
5000 135 0
i i W\/\M/\,/\\M
65
e L L W WL L B BB
m/z--> 50 100 150 200 250 300 350
Abundance #74183: 2-Cyclohexen-3-ol-1-one, 2-benzoyl- Al Bmma s B
77 105 215 15.60 15.80 16.00 16.20
m/z 93.10 51.47%
5000 51
‘132 160
ol Mmﬂ,ulmp;,mgll, N SRS
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\
Data File : BF088851.D

Aca On > 9 Jul 2016 4:10

Operator : UM/SJ

Sample = H3813-25 50X

Misc :

ALS Vial : 31 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 8 Cholestan-3-one, (6.beta.)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.06 11.55 ng 227015 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-one. (5.beta.)- 386 C27H460 000601-53-6 84
2 Cholestan-3-one 386 C27H460 015600-08-5 81
3 Cholest-4-en-3-ol 386 C27H460 014597-42-3 48
4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 45
5 5_beta.-Cholan-24-oic acid, 3-oxo- 374 C24H3803 001553-56-6 41
Abundance Scan 1266 (16.057 min): BF088851.D (-1262) (-) m/z 231.20 100.00%
231
81 161
5000 316
386
353 TrryrrrryrrrrprrrrprTrT
Fss | | 15.80 16.00 16.20 16.40
0 /NS A B m/z 55.10 91.50%
m/z--> 50 100 150 200 250 300 350
Abundance #205873: Cholestan-3-one, (5.beta.)-
43
5000 LI B BN UL B
81 231 386 15.80 16.00 16,20 16.40
‘ 107 161 m/z 81.10 80.48%
135 316
Ob— I “l“‘ - M il \M. l I:I'E‘?g‘l‘zl:!'ﬁ .L i \2|5|52|73| — L -3|$3- .
m/z--> 50 100 150 200 250 300 350
Abundance
43 231
81 122 e R
15.80 16.00 16.20 16.40
5000 386 m/z 95.10 80.23%
163
o 103 145 189 213 263 300 342
m/z--> 50 100 150 200 250 300 350
Abundance #205867: Cholest-4-en-3-ol R BEERE BT L
43 15.80 16.00 16.20 16.40
m/z 43.10 77 .48%
N \/\A/\.AJ\/\J\*/\/\M
5000
67
ol |‘ IIJIIII R ERRAR BT S
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 : BF088851.D

Acq On 9 Jul 2016 4:10

Operator : UM/SJ

Sample = H3813-25 50X

Misc :

ALS Vial : 31 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]
Tetradecanoic acid 10.95 40.2 ng 1252480 4 11.23 623458 20.0
n-Hexadecanoic acid 11.83 186.5 ng 5813190 4 11.23 623458 20.0
Octadecanoic acid 12.58 42.3 ng 989107 5 13.86 467617 20.0
Hexadecanoic acid... 12.66 6.2 ng 145020 5 13.86 467617 20.0
Butyl myristate 13.36 3.0 ng 70350 5 13.86 467617 20.0
unknownl15.89 15.89 5.7 ng 111831 6 15.23 393225 20.0
Cholestan-3-one, ... 16.06 11.6 ng 227015 6 15.23 393225 20.0
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