LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012718\

Data File : BF102524.D

Acq On - 27 Jan 2018 21:36 Instrument :
Operator : SJ/JU BNA_F

Sample - J1010-08 ClientSampleld :
Misc : BU-01-012518
ALS Vial : 13 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-BF012218_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 3.693 268 273 281 rVB 55886 83902 2.55% 0.312%
2 4.922 478 482 490 rBvV 78967 112459 3.42% 0.418%
3 5.334 547 552 555 rBV 3256727 3232890 98.33% 12.010%
4 6.363 722 727 742 rBV 2876242 3287643 100.00% 12.214%
5 6.487 744 748 752 rBV 3318482 3230739 98.27% 12.002%
6 6.716 783 787 794 rBV 984157 796482 24.23% 2.959%
7 6.875 809 814 817 rBV 2546411 2464680 74.97% 9.156%
8 7.286 879 884 887 rBV 2028976 1867892 56.82% 6.939%
9 7.457 910 913 916 rVB 41334 35236 1.07% 0.131%
10 7.998 1001 1005 1025 rVB 1037761 937046 28.50% 3.481%
11 8.704 1121 1125 1132 rBV2 25210 40702 1.24% 0.151%
12 9.075 1183 1188 1191 rBVY 2957373 2509506 76.33% 9.323%
13 9.151 1197 1201 1203 rVB 39247 33937 1.03% 0.126%

14 9.469 1250 1255 1263 rBV 253007 228811 6.96% 0.850%
15 9.680 1288 1291 1295 rVB 119052 105252 3.20% 0.391%

16 9.751 1299 1303 1312 rVB 937745 786127 23.91% 2.920%
17 10.175 1372 1375 1378 rVB 145444 119609 3.64% 0.444%
18 10.392 1408 1412 1415 rBV 35042 43065 1.31% 0.160%
19 10.539 1434 1437 1447 rBV 1264332 1289945 39.24% 4.792%
20 10.651 1452 1456 1465 rVB 106803 115716 3.52% 0.430%

21 11.239 1552 1556 1559 rBV 728586 673873 20.50% 2.503%
22 11.627 1618 1622 1625 rBV 100612 86689 2.64% 0.322%
23 12.280 1729 1733 1735 rBV 123048 135140 4.11% 0.502%
24 12.310 1735 1738 1740 rVV 451432 390290 11.87% 1.450%
25 12.333 1740 1742 1748 rVB2 259079 235209 7.15% 0.874%

26 12.416 1753 1756 1759 rBV 50355 43938 1.34% 0.163%
27 12.451 1759 1762 1767 rVB 92770 77114 2.35% 0.286%
28 12.680 1796 1801 1805 rBV 89434 86367 2.63% 0.321%

29 12.821 1821 1825 1829 rBV 2355128 2134987 64.94% 7.932%
30 13.715 1974 1977 1982 rBV2 122382 160563 4._.88% 0.596%

31 13.880 2001 2005 2008 rBV 845817 840678 25.57% 3.123%
32 15.309 2243 2248 2257 rBV 593685 731218 22.24% 2.716%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On : 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 26917705

8270-BF012218.M Mon Jan 29 13:47:42 2018 Page: 2



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF012718\

BF102524.D

27 Jan 2018 21:36

SJ/Ju

J1010-08

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102524.D

533

4.92

49
6.36

6.87

7.29

6.72

a6

0
Time-->

A
L

5.00

5.50

7.50

Abundance

3000000

2500000

2000000

1500000

8.00

1000000

500000

TIC: BF102524.D

9.07

10.54
9.75

12.82

Or—r=—
Time-->

1
10.50 11.00 11.50

12.00 12.50 13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000
.72

TIC: BF102524.D

13.88

15.31

Time-->

14.00

14.50 15.00

15.50 16.00

16.50 17.00 17.50

18.00 18.50 19.00

8270-BF012218.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 9

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

4.92 2.82 ng 112459 1,4-Dichlorobenzene-d4 6.72
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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 3-Hexanol 102 C6H140 000623-37-0 25
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 482 (4.922 min): BF102524.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101
51 | 83 | 4.60 4.80 5.00 5.20
MRS ¥ SRS 1 RS RN HEM m/z 59.00 58.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 4.80 500 520
m/z 101.10 20.25%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 500 520
5000 m/z 58.10 15.98%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
50 4.60 4.80 5.00 5.20
m/z 41.00 8.58%
5000 31 43 73
25L\ 37\y“ 53, ||, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 81.13 ng 3230740 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102524.D (-744) (-) m/z 132.00 100.00%
5000
68
6 SRR R R R
40 ,_ 54 75 104 6.20 6.40 6.60 6.80
..,....,....,....,".'..7.,:...??:I-.'....,..f.‘?,..!.,.':..,.1.1.5.,....,-'...,.. m/z 68.10 35.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS RS AR LSS A
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 33.29%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
5000 m/z 66.00 21.38%
104
w271 37445155 % 7T g9 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- L ma b e
132 6.20 6.40 6.60 6.80
m/z 69.10 14.08%
5000
15 28 39 %2 6? 77 90 104 44
o> T B a o B T 8 o W 1db 1 Bo 1 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 Hexadecane Concentration Rank 10

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

9.68 2.68 ng 105252 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72

Abundance Scan 1291 (9.680 min): BF102524.D (-1288) (-) m/z 57.05 100.00%
57
43
71
5000
99 9.40 9.60 9.80 10.00
113
126 141 m/z 43.05 68.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & LB R R RN R
g5 9.40 9.60 9.80 1000
29 m/z 71.10 53.48%
| L L w 99 113 127 141 155 169 183 lo7 226
m/z--> ﬁo Jo éo 85 160 150 110 160 180 200 250
Abundance
57
43
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.10 34.56%
29
15 99 113 197 141 155 169 198
m/z--> ﬁo Jo éo 85 160 120 140 160 180 260 250
Abundance #48894: Decane, 2,3,5-trimethyl-
57 9.40 9.60 9.80 10.00
43 m/z 41.05 30.50%
71
5000 85
141
99
,\,M,\,w,m,\ L g P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.65 3.43 ng 115716 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 86
Abundance Scan 1456 (10.651 min): BF102524.D (-1452) (-) m/z 57.05 100.00%
57
5000 85
| 113 149 10,40 10,60 10.80 11.00
e — m/z 43.05 70.46%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 RN IR RN AR A
10.40 10.60 10.80 11.00
m/z 71.10 57.11%
| h |l J1%3‘141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,40 10.60 10.80 11.00
5000 m/z 85.05 41._45%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T T T T
57 10.40 10.60 10.80 11.00
m/z 41.00 27.85%
5000 85
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 ' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 Hexadecanoic acid, methyl e... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.57ng 86680  Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 86

007132-64-1 86
005129-56-6 86

3 Pentadecanoic acid, methyl ester 256 C16H3202
4 Undecanoic acid, 10-methyl-, met... 214 C13H2602

5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1622 (11.627 min): BF102524.D (-1618) (-) m/z 74.00 100.00%
h
5000
43
‘ T 810112971 227 ' 11.40 11.60 11.80 12,00
115 157171185199 241 270 : : : :
...,....,....',..--. '!'..-.'-,..'.-.,..'..,|....,..'..,....,....,.'...,....,...., m/z 87.10 73.03%
miz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
5000 IIII|IIIIIIIIIIIIIII
43 11.40 11.60 11.80 12.00
. 143 m/z 43.10 31.14%
||| 88101135129 | 157171185199213227 041 270
Lt EASE AR Smtm b~ > IR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
e
11.40 11.60 11.80 12.00
5000 43 m/z 55.00 27.47%
29 57
97 111 120143157171185199213227 047 270
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester L L .
74 11.40 11.60 11.80 12.00
m/z 41.10 23.41%
5000
43 . 143
5 29 ‘ | || 88101115129 | 157171185199213507 256
il |
..W.H.P.“,”.W.H.P.”,”.w.“...” e s =R e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 n-Heptadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.28 4.01 ng 135140 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 1-Hexadecanol 242 C16H340 036653-82-4 95
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 1733 (12.280 min): BF102524.D (-1729) (-) m/z 43.05 100.00%

>
7 g3

5000

139152165 191206 5o 12.00 12.20 12.40 12.60
m/z 55.05 93.38%

125

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1

55 83

69 97
4
5000 LA L L L L L LB L
n 12.00 12.20 12.40 12.60
125 m/z 57.10 85.65%
20 | || 139158168182106210 238
...,....,”. ,....,”..,.... RRERE! A o REARAE

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

55 83

41 69 97

12.00 12.20 12.40 12.60

5000 11 m/z 83.05 79.21%
125
140154 168 196 224
T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #182418: Bromoacetic acid, pentadecy! ester e S B Ba M
4B 57 g3 12.00 12.20 12.40 12.60
m/z 69.05 75.62%
97
5000 0
111
29 ‘
141 182
A A L e e s )
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.31 11.58 ng 390290 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 11,14-0Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 91
4 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 91
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 87
Abundance Scan 1738 (12.310 min): BF102524.D (-1735) (-) m/z 67.00 100.00%
67 81
41
5000
149 16417 17100 1220 1240 1260
192207220 m/z 81.05 86.99%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 NN RN B
12.00 12.20 12.40 12.60
m/z 55.05 65.52%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
n 67
81 RN BN B
12.00 12.20 12.40 12.60
5000 95 m/z 95.05 59.11%
109 294
123 15016417g195)06200234 263
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139719: 11,14-Octadecadienoic acid, methyl ester R L BEERa e
6 12.00 12.20 12.40 12.60
81 m/z 41.00 52.60%
5000
109
5 123 150164178192206220 263 294

T I T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.33 6.98 ng 235209 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 93

2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 74

3 Oleic Acid 282 C18H3402 000112-80-1 72

4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 64
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 64

Abundance Scan 1741 (12.327 min): BF102524.D (-1740) (-) m/z 55.10 100.00%

5000 _~,*,-\Mvm,ﬁN\MA&ﬂdyﬂ,vwv«ﬂ
123097, 1m0 gz 265 1200 1220 1240 1260

m/z 41.05 70.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
5
74

5000 SR e
12. 00 12. 20 12. 40 12.60

m/z 69.00 52 .59%

123 222 264

137 180
152166 246

281296

207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 UV AR NS
97 12.00 12.20 12.40 12.60
5000 m/z 74.00 51.65%

123 264
137151166180  p07222 246 282

mmmwmmmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129338: Oleic Acid e R e
12.00 12.20 12.40 12.60
m/z 43.00 50.10%

5000

123, 4, 264
151166180 207222 944
S N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1200 1220 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 13-Tetradecen-1-ol acetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.72 3.82 ng 160563 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 95
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91

Abundance Scan 1978 (13.721 min): BF102524.D (-1974) (-) m/z 57.05 100.00%
97
5000
195 R e
247 297 326 13.40 13.60 13.80 14.00
——t m/z 43.10 88.37%
m/z--> 50 100 150 200 250 300 350
Abundance #105686: 13-Tetradecen-1-ol acetate
43
83
5000 LA L L L L L B LB L |
111 13.40 13.60 13.80 14.00
m/z 97.10 78.38%
139
el e
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
R e
13.40 13.60 13.80 14.00
5000 11 m/z 55.05 71.40%
29 139
167 196 224 252 280 308
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol R o o o o
57 13.40 13.60 13.80 14.00
97 m/z 83.10 68.91%
5000
125
29
Dl b i i ;153 181 209 236 264 292 322 364 392
e B e s e R e
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102524.D

Acq On : 27 Jan 2018 21:36

Operator : SJ/JU

Sample - J1010-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
2-Pentanone, 4-hy... 4.92 2.8 ng 112459 1 6.72 796482 20.0
unknown6 .49 6.49 81.1 ng 3230740 1 6.72 796482 20.0
Hexadecane 9.68 2.7 ng 105252 3 9.75 786127 20.0
Heptadecane, 2,6,... 10.65 3.4 ng 115716 4 11.24 673873 20.0
Hexadecanoic acid... 11.63 2.6 ng 86689 4 11.24 673873 20.0
n-Heptadecanol-1 12.28 4.0 ng 135140 4 11.24 673873 20.0
9,12-Octadecadien... 12.31 11.6 ng 390290 4 11.24 673873 20.0
9-Octadecenoic ac... 12.33 7.0 ng 235209 4 11.24 673873 20.0
13-Tetradecen-1-o0... 13.72 3.8 ng 160563 5 13.88 840678 20.0
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