LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF033018\

Data File : BF104108.D

Aca On : 30 Mar 2018 22:13 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J1752-07 NB-01-032918-C

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-BF032818.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 2.287 29 34 40 rVB 86682 111979 4_.01% 0.409%
2 4.093 336 341 363 rBV 523125 900456 32.26% 3.288%
3 5.198 525 529 541 rBV 68576 102367 3.67% 0.374%
4 5.592 592 596 628 rBY 1506435 2324025 83.27% 8.487%
5 6.592 762 766 785 rBVY 1642615 2429897 87.07% 8.874%
6 6.728 785 789 825 rVB 2120285 2790850 100.00% 10.192%
7 6.957 825 828 849 rBV 417343 635090 22.76% 2.319%
8 7.110 850 854 870 rBVY 1727318 1799196 64.47% 6.571%
9 7.522 920 924 947 rBVY 1047536 1591390 57.02% 5.812%
10 7.675 947 950 956 rVB2 27237 32224 1.15% 0.118%

11 8.239 1042 1046 1073 rBvV 669858 954102 34.19% 3.484%
12 9.310 1224 1228 1237 rBV 2594058 2699457 96.73% 9.858%

13 9.374 1237 1239 1243 rVB 55288 59004 2.11% 0.215%
14 9.698 1288 1294 1301 rBV 149212 178114 6.38% 0.650%
15 9.904 1325 1329 1333 rBvV 94792 80875 2.90% 0.295%
16 9.992 1341 1344 1357 rBV 906296 966260 34.62% 3.529%
17 10.404 1411 1414 1417 rVB 126651 95582 3.42% 0.349%
18 10.621 1446 1451 1454 rBV 47543 54419 1.95% 0.199%

19 10.786 1475 1479 1492 rBV 1237044 1639957 58.76% 5.989%
20 10.874 1492 1494 1504 rVB 125942 174252 6.24% 0.636%

21 11.327 1567 1571 1573 rBV 63448 57920 2.08% 0.212%
22 11.357 1573 1576 1582 rVB2 32466 38600 1.38% 0.141%
23 11.492 1595 1599 1610 rBV 658881 876461 31.40% 3.201%
24 11.751 1640 1643 1646 rVB 53691 38296 1.37% 0.140%
25 11.857 1657 1661 1669 rBV 671326 547539 19.62% 2.000%
26 11.992 1681 1684 1689 rBV3 34113 43691 1.57% 0.160%
27 12.157 1709 1712 1718 rVB 34334 36980 1.33% 0.135%

28 12.545 1774 1778 1780 rBV 1240004 1148622 41.16% 4._.195%
29 12.563 1780 1781 1793 rVV2 999956 989462 35.45% 3.613%
30 12.651 1793 1796 1800 rVB 249460 211608 7.58% 0.773%

31 13.074 1864 1868 1884 rBV 2089929 2137306 76.58% 7.805%

32 13.215 1889 1892 1894 rBV3 26514 28133 1.01% 0.103%
33 13.304 1904 1907 1912 rVB4 39405 56903 2.04% 0.208%
34 13.374 1916 1919 1922 rBV 29572 28885 1.03% 0.105%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

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-BF032818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.492 1935 1939 1943 rBvV4 37361 51392 1.84% 0.188%

36 13.945 2013 2016 2022 rBV 102050 116571 4.18% 0.426%
37 14.139 2045 2049 2059 rBV 570420 734473 26.32% 2.682%
38 15.674 2305 2310 2322 rVB 358300 620376 22.23% 2.266%

Sum of corrected areas: 27382714
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF033018\

BF104108.D

30 Mar 2018 22:13

JussJ

J1752-07

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF104108.D

6.73

7.11
6.59

5.59

7.52

\ 7.67

4.09 6.96

5.20

0
Time-->

T
5.50

T
4.00

T
4.50

T
5.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF104108.D

13.07

12.54
2.56

Gﬁs

10.79

9.99

8.24 11.49 11.86

e 131238349

mk 11731198216 |

0
Time-->

13.00

T
13.50

12.00

10.50 11.00

10.00 11.50 12.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF104108.D

14.14
15.67

13.94

Time-->

14.00

19.00

17.50

18.00 18.50

16.00

16.50 17.00

15.00 15.50

14.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.29 3.53 ng 111979 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 35 (2.293 min): BF104108.D (-29) (-) m/z 73.10 100.00%
73
5000 A
43
55 87 J A\ S
220 240 260
e e e et e e e e | M7z 43.05 33.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T T
43 220 240 260
55 87 m/z 55.00 25.17%
29
'I""I'?§'I""P"'I"§?I"'gq"'I""I""I"”I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 SVARLS ————
220 240 260
5000 41 55 m/z 87.00 24 ._.61%
29
47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl- T L L
7B 220 240 260
m/z 71.10 11.46%
5000 59
87
43
29 || 53 67 | ‘ 102
m/z--> 20 30 40 50 60 70 80 90 1(')0 110 120 130 220 240 260
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.20 3.22 ng 102367 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. l-ethoxy-2-methvl- 102 C6H140 000627-02-1 35
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
5 3-Hexanol 102 C6H140 000623-37-0 28

Abundance Scan 529 (5.198 min): BF104108.D (-525) (-) m/z 43.00 100.00%
48
59
5000
‘|’ b0 560 550 50 550
83 : : : : :
el S8 et | sz 59.10  57.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS S LR
4.80 5.00 5.20 5.40 5.60
59 m/z 101.00 22.27%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 14 .89%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl- T T T T
59 4.80 5.00 5.20 5.40 5.60
m/z 41.00 10.49%
5000
a 4
102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 1

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

6.73 87.89 ng 2790850 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 789 (6.728 min): BF104108.D (-785) (-) m/z 132.00 100.00%
5000 68 A\
40 | 75 ® 10 '6.40 6.60 6.80 7.00
54 104 . . . .
S i Al N AN 1 A M = R [ N m/z 68.10 38.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RIS SRR AR AR
6.40 6.60 6.80 7.00
78 m/z 134.00 32.19%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.06%
41 97
53 2 117
34 60 89 105 124
wmmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 96.00 15.54%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.98 ng 174252 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1493 (10.869 min): BF104108.D (-1492) (-) m/z 57.10 100.00%
57
5000 85
J
3 51 221 331 10.60 10.80 11.00 11.20
...,....',...|,.:':.,:'...',...'.".:..,..'..,?.79 e e || M/z 71.05  71.57%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #105885: Octadecane
57
5000 85 R B DU B B
10 60 10. 80 11. oo 11. 20
29 m/z 43.05 70.14%
) L | ‘\1}3 (141 169 197 225 254
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 160 180 200 220 240 260 280 3(')0 350 34'10
Abundance
57
o 10.60 10.80 11.00 11.20
5000 m/z 85.10 48 .33%
29 113

141 169 197 225 9253 296
mﬁwﬁw‘wﬁrwﬁwﬁwﬁwﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 )

Abundance #175557: Tetracosane e R RS e R R e

57 10.60 10.80 11.00 11.20
m/z 41.00 32.56%

5000 P
29
h | | 13 141 160 107 225 253 281 300 338 | -

Frprr e e e e e e e R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 12.49 ng 547539 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1662 (11.863 min): BF104108.D (-1657) (-) m/z 74.00 100.00%
2
5000
a8 143 227 LI PR DU SUNUBN SR
| Tl | 97 115129 | 157171185199213 | 241 270 11.60 11.80 12.00 12.20
1 I WS W AN Y s Tt m/z 87.00 78.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 L S BULRLN SULBULN IR
43 11.60 11.80 12.00 12.20
7 143 m/z 43.05 25.94%
TM || 101445129 157171185199213227241 270
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
11,60 11.80 12,00 12.20
5000 43 m/z 55.00 22 .23%
29 57

97 111 1201%3157171185100213227041 270

wmwwﬁwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methy! ester A hRLREa e
74 11.60 11.80 12.00 12.20

m/z 143.10 19.99%

5000

43

; 143
w ||| | 101115129 1571711851992}3227 256

29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11.80 12.00 12. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.54 26.21 ng 1148620 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 97
Abundance Scan 1777 (12.539 min): BF104108.D (-1774) (-) m/z 67.00 100.00%
67 g1 ﬁk
41
5000
12:20 12,40 12.60 12.80
178
S 192206220 m/z 81.05 82.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 AABSRARSUABSRAAREE
nmnmnmnm
m/z 55.05 61.48%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

67 81

41 LB L B e e

95 12.20 12.40 12.60 12.80
5000 m/z 95.05 56.38%

109 294

123
150 263
26 164178192206220234049 | 279
TWWTTWWTW’TWW_TFWWT
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #139707: 8,11-Octadecadienoic acid, methyl ester R EEEREEE L
12 20 12. 40 12 60 12. 80

m/z 41.05 53.15%

124 150164 263 294
178192206220234249

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12 60 12. 80

5000
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.56 22 .58 ng 989462 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
2 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 95
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 91
4 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 89
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 89
Abundance Scan 1781 (12.563 min): BF104108.D (-1780) (-) m/z 55.05 100.00%

5000

|

12.20 12,40 12.60 12.80
o’ m/z 69.10 75.73%

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

69

5000

12.20 12.40 12.60 12.80
m/z 41.10 68.28%

4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55

69 IIIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80
5000 83 m/z 74.00 66.85%
29 98 264
123 222
180
137152 207 236 278 296

WWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester

4 12.20 12.40 12.60 12.80
m/z 83.10 58.68%

N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12.80

5000
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 10 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.65 4.83 ng 211608 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 95
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
4 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
Abundance Scan 1796 (12.651 min): BF104108.D (-1793) (-) m/z 74.00 100.00%
74
5000 1
43
‘ T7 143 055
97 129 199 12.40 12.60 12.80 13.00
111 213 298
,....-,|'...:|',..|'.. ':-!..1-,....,..'..,|....',.1.7.1.,.-...',.... S .2?.9.,....-,.. m/z 87.00 75.24%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74
5000 U BRI BRI SRR B
43 12.40 12.60 12.80 13.00
7 143 m/z 43.10 29.71%

| ]‘ | Fan1y06 | 157 18519913 241255579 298
prrrr b B b e T e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74

12.40 12 60 12. 80 13.00

5000 m/z 55.05 25.80%
55 143 255
298
97 199
111 157 185 213 241 o7

mwmwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107596: Pentadecanoic acid, methyl ester e  EEARERE S S

74 12. 40 12 60 12. 80 13. 00

m/z 41.10 21.09%

5000
43
29 7 143
LT s sy 19021305 220

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104108.D

Aca On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample : J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 11 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.94 3.17 ng 116571 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94
Abundance Scan 2015 (13.939 min): BF104108.D (-2013) (-) m/z 57.10 100.00%

57 83

5000

-

07225 247 303 13.60 13.80 14.00 14.20
m/z 83.05 93.01%

138 167 187

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194133: Dichloroacetic acid, heptadecy! ester

SN
o
~
o}
@
%
'

5000 LA L L L L L L |
13.60 13.80 14.00 14.20
m/z 43.10 88.43%
2 139 168 191210 238 65 295
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
N —
13.60 13.80 14.00 14.20
5000, 41 n m/z 55.00 86.61%

139 167 196 200 266 294 322349

mﬁmmwwmwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate R A REER R
57 13.60 13.80 14.00 14.20

m/z 97.10 73 .40%

3

83

5000
111

169 238
e ‘ \x‘y 139 185 210 ™" 25283

wﬂuyn B — A B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. OO 14. 20

-
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF033018\
Data File : BF104108.D

Acq On : 30 Mar 2018 22:13

Operator : JU/SJ

Sample - J1752-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
Butane, 2-methoxy... 2.29 3.5 ng 111979 1 6.96 635090 20.0
2-Pentanone, 4-hy... 5.20 3.2 ng 102367 1 6.96 635090 20.0
unknown6.73 6.73 87.9 ng 2790850 1 6.96 635090 20.0
Octadecane 10.87 4.0 ng 174252 4 11.49 876461 20.0
Hexadecanoic acid... 11.86 12.5 ng 547539 4 11.49 876461 20.0
9,12-Octadecadien... 12.54 26.2 ng 1148620 4 11.49 876461 20.0
9-Octadecenoic ac... 12.56 22.6 ng 089462 4 11.49 876461 20.0
Methyl stearate 12.65 4.8 ng 211608 4 11.49 876461 20.0
Dichloroacetic ac... 13.94 3.2 ng 116571 5 14.14 734473 20.0
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