LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15 Instrument :
Operator : SJ/MA BNA_F '
Sample 1 13488-01 5X ClientSampleld :
Misc - TR-04-060517-A
ALS Vial : 19 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-BF060517.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 5.287 625 629 650 rBV 106406 286033 2.27% 0.627%
2 6.951 908 912 924 rBV2 119910 271856 2.16% 0.596%
3 7.045 924 928 942 rVB 224900 394523 3.13% 0.865%
4 7.380 981 985 1001 rBB 322914 413585 3.28% 0.907%
5 7.622 1021 1026 1040 rBV 192293 267476 2.12% 0.586%
6 8.298 1138 1141 1161 rBV 98589 175775 1.39% 0.385%
7 9.416 1326 1331 1350 rBV 438932 541043 4._.29% 1.186%
8 11.192 1629 1633 1642 rBV 345362 385739 3.06% 0.846%
9 12.239 1806 1811 1816 rBV2 453863 534168 4.24% 1.171%
10 13.533 2027 2031 2039 rBv 106998 148164 1.18% 0.325%

11 14.045 2112 2118 2123 rBV 228947 274280 2.18% 0.601%
12 14.633 2214 2218 2227 rVB2 345999 441255 3.50% 0.967%
13 15.304 2329 2332 2340 rVB 628935 760719 6.04% 1.668%
14 15.462 2346 2359 2362 rBV 4034721 6893387 54.69% 15.111%
15 15.680 2386 2396 2413 rBV2 394877 723025 5.74% 1.585%

16 15.898 2429 2433 2437 rVB2 103079 127040 1.01% 0.278%
17 16.027 2451 2455 2460 rBV 133116 146807 1.16% 0.322%
18 16.445 2511 2526 2529 rBV 3843777 12013414 95.31% 26.334%
19 16.498 2529 2535 2540 rVB 4812657 12604152 100.00% 27.629%
20 16.592 2545 2551 2554 rBV 3025807 3859432 30.62% 8.460%

21 16.627 2554 2557 2559 rvVv 242731 351423 2.79% 0.770%
22 16.662 2559 2563 2572 rVB 716745 1165243 9.24% 2.554%
23 16.762 2577 2580 2593 rVV2 180251 311217 2.47% 0.682%
24 16.892 2597 2602 2606 rVB 157195 192509 1.53% 0.422%
25 17.015 2618 2623 2627 rVB 248059 279197 2.22% 0.612%

26 17.427 2690 2693 2703 rVB 440755 541440 4_30% 1.187%
27 17.539 2707 2712 2716 rBV 269922 286323 2.27% 0.628%
28 17.668 2730 2734 2740 rBV2 105247 130331 1.03% 0.286%
29 18.080 2799 2804 2809 rBV3 91396 151529 1.20% 0.332%
30 18.350 2845 2850 2854 rVvVv 364376 413046 3.28% 0.905%

31 18.397 2854 2858 2862 rVB 199861 211996 1.68% 0.465%
32 20.015 3129 3133 3141 rBV 265698 322754 2.56% 0.708%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 45618881
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatog

Z:\HPCHEMI\BNA F\DATA\BF060717\

BF095761.D

7 Jun 2017 23:15

SJ/MA

13488-01 5X

19 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

ram

[TR-04-060517-A
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown7.05 Concentration Rank 9

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

7.05 19.08 ng 394523 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 929 (7.051 min): BF095761.D (-924) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 50 || 550 | ek Tho 750 740
N B o e S L 1Ll S TE Lo m/z 68.10 31.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R LA I I I
6.80 7.00 7.20 7.40
310 510 ‘ m/z 134.00 31.70%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
680 7.00 7.20 7.0
5000 67.0 m/z 65.95 18.91%
41.0 97.0
53.0
79.0 117.0
wwmmwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- b AN mmaal e
132.0 6.80 7.00 7.20 7.40
m/z 96.00 12.67%
5000
150 280 390 520 830 770 900 1040 .., |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 Tridecanoic acid, 12-methyl... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.04 12.43 ng 274280 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 94
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86

Abundance Scan 2117 (14.039 min): BF095761.D (-2112) (-) m/z 74.00 100.00%
74.0
5000
43.0 1431 Trrr[rrrtr TTrrr[rrrr[rrrr
101.1 ' 13.80 14.00 14.20 14.40
...,....',-...|:“,..|-.. Mo 1230 | 170 | L2422 0 Tnzz 87.00 67.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95897: Tridecanoic acid, 12-methyl-, methyl ester
74.0
5000 43.0 LN BN S UL B
13.80 14.00 14.20 14.40
143.0 199.0 m/z 43.05 26.91%
m/z--> ﬁo Jo eb éo 160 150 150 160 180 200 220 250 260
Abundance
74.0
13.80 14.00 14.20 14.40
5000 m/z 41.10 24 .17%
43.0 143.0 1000
150 101.0,,, 171 0 . 242.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0 13.80 14.00 14.20 14.40
m/z 55.05 22 .09%
5000
43.0
143.0
| (] ,jroro ﬂleoﬂm 270.0
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9-Hexadecenoic acid, methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.30 34.48 ng 760719 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 14-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 94
3 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 91
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 86
Abundance Scan 2331 (15.298 min): BF095761.D (-2329) (-) m/z 55.10 100.00%
5000
110.1
152.2 194.2 236.2 15.00 15.20 15.40 15.60
m/z 69.10 69.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
5000
15.00 15.20 15.40 15.60
m/z 41.10 64 .11Y%
‘ 1100 1559 1040 2360 1
”.“.”ﬂnﬂ.. 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
15.00 15.20 15.40 15.60
5000 83.0 m/z 74.00 57.92%
110.0 236.0
miz-> 20 40 60 80 100 120 '1'216' PRI I 'z'éc')' i
Abundance #117464: Methy| hexadec-9-enoate L ma Am ma
55.0 15.00 15.20 15.40 15.60
m/z 83.05 45 _45%
5000
29.0 ‘
AR I\I‘”U“I‘M I\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.46 312.45 ng 6893390 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 2359 (15.462 min): BF095761.D (-2346) (-) m/z 74.10 100.00%
74.1
5000
43.0
L0570 0s S i 19520000272 g 3520 a0 0 50
el e 2L 183 A0S ey || M7z 87.10  73.15%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L SULILE BULIUL SULRU IR
43.0 15.20 15.40 15.60 15.80
143.0 m/z 43.05 32.02%
“M\mmo ‘ ﬂleoﬂm 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
15.20 15.40 15.60 15.80
5000 43.0 m/z 55.10 24 .94%
97.0 143.0 185.0 228 0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 15.20 15.40 15.60 15.80
m/z 41.05 24 .16%
5000 43.0
! ‘\ M\ M 19701170 14?'0 1850 2270 270.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.68 32.77 ng 723025 Phenanthrene-d10 14.63
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 2396 (15.680 min): BF095761.D (-2386) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1
97.0 213.2
| ““ 1711 256.2 15.40 15.60 15.80 16.00
SN 1 9. m/z 60.00 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R ANARARRARRE RS RAS
83.0 15.40 15.60 15.80 16.00
VJM 1570 1geo 2130 260 | M/Z 43.05  81.16%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
15.40 15.60 15.80 16.00
5000 129.0 m/z 57.05 67 .24%
97.0 199.0
1570 242.0
}ﬁ?'“'I"“I"'W""P"'I”"I'”' ';719"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R R
430 | 730 15.40 15.60 15.80 16.00
: m/z 55.05 60.36%
5000
‘ o 129.0 1710 214.0
..w.“.,”...,”..P.”,”.w%?%o.”...” N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9-Octadecenoic acid, 12-hyd... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

15.90 5.76 ng 127040 Phenanthrene-d10 14.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. 12-hvdroxv-... 312 C19H3603 000141-24-2 72
2 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 64
3 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 59
4 Chloromethyvl 6-chlorododecanoate 282 C13H24Cl1202 080419-02-9 58
5 Oxacyclotetradecan-2-one 212 C13H2402 001725-04-8 50

Abundance Scan 2433 (15.898 min): BF095761.D (-2429) (-) m/z 55.05 100.00%

5000

123.1
208.1 250.2 15.60 15.80 16.00 16.20

m/z 69.05 55.87%

166.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154825: 9-Octadecenoic acid, 12-hydroxy-, methyl ester, [...

15.60 15.80 16.00 16.20
m/z 41.05 49 .43%

198.0
227.0 263.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0

15.60 15.80 16.00 16.20

5000

5000 83.0 m/z 83.10 40.48%
29.0
110.
1380 1660 2080  250.0
mmﬁrmmmmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82768: E-9-Tetradecenoic acid T AN TP AT !

15.60 15.80 16.00 16.20
m/z 43.05 39.33%

5000

15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Methyl tetradecanoate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.03 6.65 ng 146807 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
Abundance Scan 2456 (16.033 min): BF095761.D (-2451) (-) m/z 74.00 100.00%
74.0
5000 430 J\
‘ 143.1 L SN | WA
97.0 199.1 284.3 15.80 16.00 16.20 16.40
...,....,....|',..|'. A B - |....,1.7.?.?....',....,....'...-.,....,... m/z 87.00 77.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95859: Methyl tetradecanoate
74.0
5000 ""I""IA' N
15.80 16.00 16.20 16.40
43.0 143.0 1000 m/z 43.00 33.95%
1010
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74.0
" 15.80 16.00 16.20 16.40
5000 m/z 55.05 29 .55%
43.0
97.0 121.0143'0 185.0 530 2410 2840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methy! ester A
74.0 15.80 16.00 16.20 16.40
m/z 41.10 22.22%
5000
43.0
143.0
‘ | 1000 | 1710 1990 2270 2700 N
s B g0 60 8 100 13 130 180 180 200 3> A 20 20 " 15:80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.44 544.51 ng 12013400 Phenanthrene-d10 14.63
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 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 2525 (16.439 min): BF095761.D (-2511) (-) m/z 67.05 100.00%
67.0
41.0 /\/\
5000
SN S U SN
1231 1501 1781 ao0p 2632 2943 16.20 16.40 16.60 16.80
e . ; y m/z 81.05 86.88%
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)-
41.0 67.0
5000 L IR IR LR U
mmmmmmmm
m/z 55.05 62.78%
123.0 149.0
W, 1L 178.0 262.0 294.0
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
41.0 95.0 " 16,20 16.40 16.60 16.80
5000 m/z 95.10 58.80%
294.0
123.0 150.0 178.0 0.0 263.0
TWWTTWTWTHW‘TFWWT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- A ERREE EEE O s
a0 670 16.20 16.40 16.60 16.80
m/z 41.05 52.78%
5000 95.0

?

123.0 150.0 294.0
\ “ IS ,178.0 220.0 263.0 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16. 40 16. 60 16. 80

8270-BF060517.M Thu Jun 08 14:46:46 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.50 610.30 ng 12604200 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 91
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 83
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 83
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 83

Abundance Scan 2535 (16.498 min): BF095761.D (-2529) (-) m/z 55.10 100.00%

5000

=

264.3 T e
222.2 16.20 16.40 16.60 16.80

m/z 69.10 75.03%

180.2

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

=

16!20 16.I40 16!60 16.I80
m/z 74.05 72.63%

5000

180.0 222.0 264.0 296.0

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

Abundance
55.0 A

16.20 16.40 16.60 16.80

83.0
m/z 41.10 71.83%
5000 264.0 z 0

29.0 110.0
1380 1800 2220 296.0

mwﬁmm‘wmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester R RN EEESE S e
16.20 16.40 16.60 16.80

m/z 83.10 64 .53%

=

5000
264.0

29.0

=

180.0 222.0 296.0

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16.40 16.60 16.80

8270-BF060517.M Thu Jun 08 14:46:46 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095761.D

Aca On : 7 Jun 2017 23:15

Operator : SJ/MA

Sample = 13488-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.59 186.88 ng 3859430 Chrysene-di12 18.35
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 94
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
Abundance Scan 2551 (16.592 min): BF095761.D (-2545) (-) m/z 74.05 100.00%
74.0
5000
43.0
16.20 16.40 16.60 16.80 17.00
m/z 87.10 75.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 2980 | 16.20 16.40 16.60 16.80 17.00
143.0 -
43.0 wo 0 m/z 43.05 35.12%
15 O \‘ ‘\ ) ‘\\97‘ O | 171 O ‘ 227 0 ‘\ ‘\
m/z--> 25 40 éo éo 100 150 140 160 180 200 220 240 260 280 300
Abundance
74.0
16.20 16.40 16.60 16.80 17.00
5000 m/z 55.10 26 .39%
143.0 255.0
970 199.0 298.0
171.0 227.0
WWTWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95861: Methy! tetradecanoate I A BRSNS e
74.0 16.20 16.40 16.60 16.80 17.00
m/z 41.10 23.31%
5000
43.0
143.0
B0 Ll e apg 100 w20 S V¥ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16,20 16.40 16.60 16.80 17.00

8270-BF060517.M Thu Jun 08 14:46:47 2017

[TR-04-060517-A

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 12 9,12-Octadecadienoic acid (... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.63 17.02 ng 351423 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 94
2 1l1.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 76
3 Cvclodecene 138 C10H18 003618-12-0 76
4 Bicvclol5.3.01decane 138 C10H18 005661-80-3 72
5 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 72

Abundance Scan 2558 (16.633 min): BF095761.D (-2554) (-) m/z 67.05 100.00%

5000

—

N

16.40 16.60 16.80 17.00
m/z 81.10 98.28%

122.1 150.1

196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)-
67.0

41.0

—

16.I4O 16.I60 16.I80 17.I00
m/z 95.05 61.34%

5000

150 1820 2220 256.0°°0C h
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 67.0
" 16.40 16,60 16.80 17.00
5000 95.0 m/z 55.05 60.04%
1230 150.0 175 291.0 322.0 /\/\A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #16852: Cyclodecene I EAEREEEEEEs

16.40 16.60 16.80 17.00
m/z 68.05  53.45%

5000

"

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16.60 16.80 17.00

8270-BF060517.M Thu Jun 08 14:46:47 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 13 9-Octadecenoic acid, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.66 56.42 ng 1165240 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 91
2 Oleic Acid 282 C18H3402 000112-80-1 87
3 Cvclododecane 168 C12H24 000294-62-2 86
4 1-Hexvl-2-nitrocvclohexane 213 C12H23N02 118252-04-3 58
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 49

Abundance Scan 2563 (16.662 min): BF095761.D (-2559) (-) m/z 55.10 100.00%

5000

=
=
=
=

137.1 1g51 1931 2202 2643 16.40 16.60 16.80 17.00
' m/z 69.10 77 .47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-

83.0

=

16.I4O 16.|60 16.I80 17.IOO
111.0 m/z 41.10 64.03%

5000

264.0
137.0 1650 1930 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0 IIIIIIIIIIIIIIIIIIIIIII
16.40 16.60 16.80 17.00
5000 m/z 83.10 63.00%
111.0
137.0 264.0

165.0 1930 2220

memwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36736: Cyclododecane B  ERANEREE REEEy p
16.40 16.60 16.80 17.00

m/z 43.10 52.03%

—

5000
111.0

140.0 168.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

8270-BF060517.M Thu Jun 08 14:46:48 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 14 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.76 15.07 ng 311217 Chrysene-di12 18.35
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 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 2580 (16.762 min): BF095761.D (-2577) (-) m/z 72.95 100.00%
a0 40
5000 129.1

16.40 16.60 16.80 17.00
m/z 43.05 79.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0
16.40 16.60 16.80 17.00
0
241.0 284.0 m/z 57.10 76.36%
207.0
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
16.40 16.60 16.80 17.00
5000 129.0 m/z 60.00 74 .30%
97.0 199.0 242.0

157.0

mmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0 16.40 16.60 16.80 17.00

43.0 m/z 55.10 62 .36%
129.0

5000

15.0
R REREE mE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

8270-BF060517.M Thu Jun 08 14:46:49 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 15 Methyl 10-trans,l12-cis-octa... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.89 9.32 ng 192509 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 94
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 93
5 7,10-Octadecadienoic acid, methy... 294 C19H3402 056554-24-6 93
Abundance Scan 2602 (16.892 min): BF095761.D (-2597) (-) m/z 67.05 100.00%
67.0

5000

-

123.1
150.1 4781 220.1 og3p 2942 16.60 16.80 17.00 17.20
m/z 81.10 77.85%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67.0

i

5000
16.60 16.80 17.00 17.20

294.0 m/z 95.10 52 .39%

123.0 150.0 178.0 920.0 263.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
16.60 16.80 17.00 17.20
5000 95.0 m/z 41.00 37.84%
294.0
123.0 150.0 178.0 220.0 262.0
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)- A e o N S R
41.0 67.0 16.60 16.80 17.00 17.20

m/z 82.05 36.77%

5000

1230 1490 1459 262.0 294.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20

-

8270-BF060517.M Thu Jun 08 14:46:49 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 17 Eicosanoic acid, methyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.54 13.86 ng 286323 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 96
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
4 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 87
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2712 (17.539 min): BF095761.D (-2707) (-) m/z 74.00 100.00%
74.0
5000
43.1
1431 A——v—mﬁAﬂJ—v—y—v—v—v—v—rﬁ—v—ﬁ'
199.1 227 2 2833 5964 17.20 17.40 17.60 17.80
169.1 2551 m/z 87.10 77.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000 SR AR AR SN AR
17.20 17.40 17.60 17.80
430 143.0 260 | M/z 43.10 34.02%
15.0 \‘ 1010 \ 171 o 199 0 227 0 255 0283 0‘ ‘
m/z--> 25 45 éo éo 160 120 140 160 180 200 220 240 260 280 300 350
Abundance
74.0
17.20 17.40 17.60 17.80
5000 m/z 55.00 26.35%
43.0
143.0 284.0
101.0 185.0 5y 5 o 2410
Wmmm‘m‘mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methy! ester R e aa REt
74.0 17.20 17.40 17.60 17.80
m/z 41.10 23.25%
B MMJW\,./
43.0
143.0
312.0
15.0 { “J N . ‘ 171.0 199.0 227.0 2699
m/z--> 25&&8mmmmmmmmmmm%mmmﬁo ﬂ%ﬂ@ﬂmﬁm'

8270-BF060517.M Thu Jun 08 14:46:50 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 18 unknownl7.67 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.67 6.31 ng 130331 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-Nitrobutvrvlcvclooctanone 241 C12H19N04 079630-93-6 16
2 Fumaric acid. di(2-methvliallvl) ... 224 C12H1604 1000330-55-8 14
3 Decane. 1.10-dibromo- 298 C10H20Br2 004101-68-2 12

4 p-Menth-8(10)-en-9-ol. cis- 154 C10H180 015714-13-3 10
5 Cyclododecanemethanol 198 C13H260 001892-12-2 10

Abundance Scan 2734 (17.668 min): BF095761.D (-2730) (-) m/z 55.10 100.00%

54.1

5000 137.1

17.40 17.60 17.80 18.00
m/z 137.05  43.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94695: 2-(4-Nitrobutyryl)cyclooctanone
55.0
153.0

5000
17.40 17.60 17.80 18.00

m/z 153.10 39.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
17.40 17.60 17.80 18.00
5000 97.0 m/z 41.10 39.08%
125.0 153.0
29.0
77.0 179.0 224.0
T e e e e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #142180: Decane, 1,10-dibromo- R B

.0 17.40 17.60 17.80 18.00

m/z 43.05 35.75%

5000

29.0

196.0 219.0
R e e A ERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.40 17.60 17.80 18.00

8270-BF060517.M Thu Jun 08 14:46:50 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095761.D

Aca On 7 Jun 2017 23:15

Operator : SJ/MA

ﬁ?ggle i 13488-01 5X TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 19 unknownl18.08 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

18.08 7.34 ng 151529 Chrysene-di12 18.35

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene-l1-acetaldehvde. 2.... 166 C11H180 000472-66-2 43
2 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 38
3 Endo-tricvclol5.2.1.0(2.6)1decane 136 C10H16 1000215-28-8 30
4 2-Butvl-1-iodo-bicvclol2.2.1Thep... 278 C11H19l 1000190-59-7 30
5 Cis-3-ethyl-endo-tricyclo[5.2.1.... 164 C12H20 1000215-29-1 22

Abundance Scan 2804 (18.080 min): BF095761.D (-2799) (-) m/z 81.10 100.00%
. 151.1

5000
107.0 177.1

2372 LA L L L L L LB LB
2771 308.2 17.80 18.00 18.20 18.40

m/z 151.05 87.13%

205.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35082: 1-Cyclohexene-1-acetaldehyde, 2,6,6-trimethyl-
107.0 151.0

81.0

5000
17.80 18.00 18.20 18.40

m/z 95.10 63 .53%

41.0
|

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

151.0

17.80 18.00 18.20 18.40
m/z 67.05  43.58%

5000
39.0

.0 4080

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

Abundance #15783: Endo-tricyclo[5.2.1.0(2.6)]decane N B E e
67.0 95.0 17.80 18.00 18.20 18.40
m/z 55.10 42 ._.07%
50004 28.0
121.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 80 18 00 18. 20 18 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO060717\

Data File : BF095761.D

Acq On 7 Jun 2017 23:15 Instrument :
Operator : SJ/MA BNA_F '
Sample 1 13488-01 5X ClientSampleld :
Misc - TR-04-060517-A
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
unknown7 .05 7.05 19.1 ng 394523 1 7.38 413585 20.0
Tridecanoic acid,... 14.04 12.4 ng 274280 4 14.63 441255 20.0
9-Hexadecenoic ac... 15.30 34.5 ng 760719 4 14.63 441255 20.0
Hexadecanoic acid... 15.46 312.4 ng 6893390 4 14.63 441255 20.0
n-Hexadecanoic acid 15.68 32.8 ng 723025 4 14.63 441255 20.0
9-Octadecenoic ac... 15.90 5.8 ng 127040 4 14.63 441255 20.0
Methyl tetradecan... 16.03 6.7 ng 146807 4 14.63 441255 20.0
9,12-Octadecadien... 16.44 544_.5 ng 12013400 4 14.63 441255 20.0
9-Octadecenoic ac... 16.50 610.3 ng 12604200 5 18.35 413046 20.0
Methyl stearate 16.59 186.9 ng 3859430 5 18.35 413046 20.0
9,12-Octadecadien... 16.63 17.0 ng 351423 5 18.35 413046 20.0
9-Octadecenoic ac... 16.66 56.4 ng 1165240 5 18.35 413046 20.0
Octadecanoic acid 16.76 15.1 ng 311217 5 18.35 413046 20.0
Methyl 10-trans,1... 16.89 9.3 ng 192509 5 18.35 413046 20.0
Eicosanoic acid, ... 17.54 13.9 ng 286323 5 18.35 413046 20.0
unknownl7.67 17.67 6-3 ng 130331 5 18.35 413046 20.0
unknown18.08 18.08 7.3 ng 151529 5 18.35 413046 20.0
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