LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095760.D
Aca On 7 Jun 2017 22:43 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 5.292 627 630 662 rBV 63301 186245 2.02% 0.687%
2 6.963 911 914 925 rBV 70809 169067 1.83% 0.624%
3 7.051 925 929 944 rVB 138444 270891 2.94% 1.000%
4 7.380 981 985 998 rBV 304785 398286 4.32% 1.470%
5 7.622 1022 1026 1037 rBV 130562 179322 1.95% 0.662%
6 8.304 1139 1142 1162 rBV 55979 112345 1.22% 0.415%
7 9.416 1326 1331 1342 rBV 425056 528206 5.73% 1.949%
8 11.192 1629 1633 1644 rBV 239802 277954 3.01% 1.026%
9 12.239 1806 1811 1816 rBV2 438365 517357 5.61% 1.909%
10 13.539 2028 2032 2040 rBvV 67296 93176 1.01% 0.344%

11 14.039 2112 2117 2122 rBV 176155 210308 2.28% 0.776%
12 14.633 2213 2218 2232 rVB 329256 427501 4.64% 1.578%
13 15.303 2328 2332 2339 rVB 381658 434960 4.72% 1.605%
14 15.451 2348 2357 2360 rBV 3007223 4163814 45.16% 15.366%
15 15.656 2386 2392 2401 rBV 98333 129798 1.41% 0.479%

16 16.427 2509 2523 2525 rBV 3172527 5894110 63.93% 21.752%
17 16.474 2525 2531 2537 rVV 4368892 9219311 100.00% 34.023%
18 16.521 2537 2539 2543 rVB 135123 136033 1.48% 0.502%
19 16.580 2543 2549 2552 rBV 1818961 1995785 21.65% 7.365%
20 16.645 2557 2560 2563 rBV 147611 148598 1.61% 0.548%

21 16.886 2597 2601 2606 rBV 85298 98177 1.06% 0.362%
22 17.009 2618 2622 2627 rVB 179903 199033 2.16% 0.735%
23 17.427 2685 2693 2704 rVB 191271 311111 3.37% 1.148%
24 17.539 2704 2712 2715 rBV 118912 141053 1.53% 0.521%
25 18.344 2844 2849 2853 rBV 364924 416744 4.52% 1.538%

26 18.397 2853 2858 2862 rVB2 83994 108217 1.17% 0.399%
27 20.015 3129 3133 3143 rBvV 268641 329851 3.58% 1.217%

Sum of corrected areas: 27097253
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LSC Report - Integrated Chromatogram

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

ﬁ?ggle - 13488-10 SX TR-RO-211757-060517
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF095760.D
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Library Search Compound Report

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 7

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

7.05 13.60 ng 270891 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 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 929 (7.051 min): BF095760.D (-925) (-) m/z 132.00 100.00%
132.0
5000 68.1 J\
w0 | % 680 7.00 7.20 7.40
. m/z 68.10 36.75%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AR R I I
6.80 7.00 7.20 7.40
310 5L0 ‘ ‘ m/z 134.00 34.02%
‘ L1 H | 1
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
680 7.00 7.20 7.40
5000 67.0 m/z 66.05 20.30%
41.0 97.0
115.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil e
132.0 6.80 7.00 7.20 7.40
m/z 69.00 13.57%
5000
105.0
510 770 ) | | 1500 1780  206.0222.0 )
m/z--> 40 60 80 100 120 140 160 180 200 220 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 : BF095760.D

Aca On : 7 Jun 2017 22:43

Operator : SJ/MA

Sample : 13488-10 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Methyl tetradecanoate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.04 9.84 ng 210308 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
2 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 91
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 78

Abundance Scan 2117 (14.039 min): BF095760.D (-2112) (-) m/z 74.00 100.00%
74.0
5000
i 143.1
: 199.2
97.0 13.80 14.00 14.20 14.40
,,” . .|.-|', Al b 1250 |l L2422 0 Thyz 87.00 68.25%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #95863: Methy! tetradecanoate
74.0
5000 43.0 LN BN S I B
13.80 14.00 14.20 14.40
m/z 43.10 27 .88%
143.0
199.0
e L OO i TRV, 2420
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
74.0
13.80 14.00 14.20 14.40
5000 43.0 m/z 41.10 24 .31%
199.0
143.0
15.0 9r.0 125.0 171.0 242.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84483: Tridecanoic acid, methyl ester
74.0 13.80 14.00 14.20 14.40
m/z 55.00 22 .94%
5000
43.0 143.0 185.0
50, | Lyl [390 sos0 | sege B0, mmo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40

8270-BF060517.M Thu Jun 08 14:46:16 2017
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Library Search Compound Report

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 5
R.T. EstConc Area Relative to ISTD R.T.

15.30 20.35 ng 434960 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 l1l4-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 94
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
4 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 91
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 87

Abundance Scan 2331 (15.298 min): BF095760.D (-2328) (-) m/z 55.10 100.00%

5000

1662 1942 2362 15.00 15.20 15.40 15.60
m/z 69.10 73.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117513: 9-Hexadecenoic acid, methyl ester, (2)-

15.00 15.20 15.40 15.60
m/z 41.05  63.35%

5000

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

55.0

15.00 15.20 15.40 15.60
5000 83.0 m/z 74.00 60.71%

110.0 236.0
163.0 213.0
137.0 185.0 268.0

mmmmm‘q’mwm
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 A Rma m
.0 15.00 15.20 15.40 15.60

m/z 83.05 47 .48%

5000 29.0

111.0

137.0 180.0 222.0 264.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF095760.D

Aca On : 7 Jun 2017 22:43

Operator : SJ/MA

Sample : 13488-10 5X

Misc :

ALS Vial : 18 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.
15.45 194.80 ng 4163810 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 93
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 2357 (15.451 min): BF095760.D (-2348) (-) m/z 74.00 100.00%
74.0
5000
43.0
” M s 2272 150 15140 1560 1560
185.2 - - - -
el BT 210 | aespt8R2 UL 2108 Rt 72 350
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L S B SURBURN U
43.0 1520 15.40 15.60 15.80
143.0 m/z 43.05 31.80%
“M\mmo ‘ ﬂleoﬂm 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
S R SR IS S
15.20 15.40 15.60 15.80
5000 43.0 m/z 55.05 24 .80%
97.0 143.0 185.0 228.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester L e L R B
74.0 15.20 15.40 15.60 15.80
m/z 41.05 23.71%
5000 43.0
143.0
e Wl a0, T 18s0 2270 2000 0 Al
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 1520 15.40 15.60 15.80

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

TR-RO-211757-060517
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Library Search Compound Report

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 6 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.66 6.07 ng 129798 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 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 2393 (15.662 min): BF095760.D (-2386) (-) m/z 73.00 100.00%
431  73.0
5000 129.1
971 1571 2132 T T T T T
I h | | |- | 185.1 256.2 15.40 15.60 15.80 16.00
SNSBSSNAT] N N |V S A B MMM ENMNNN S m/z 43.10 87.93%
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 A

15.40 15.60 15. 80 16.00

0
1570 1ggo 2130 2560 m/z 60.00 80.78%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
e e e e Rmmn
15.40 15.60 15.80 16.00
5000 129.0 m/z 57.10 75.56%
97.0 199.0
1570 242.0
15.0 177.0
L L o L e R B AR R R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0 15.40 15.60 15.80 16.00
43.0 m/z 41.10 63.63%
5000 129.0
15.0
e o ESRmmsma
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 : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.43 275.75 ng 5894110 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 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 98
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 96
Abundance Scan 2524 (16.433 min): BF095760.D (-2509) (-) m/z 67.10 100.00%
67.1
5000, 410 ' /1/L
1231 1504 "' 16,20 16.40 16.60 16.80
178.1 263.2 ]
- 220.2 2993 "m/z 81.10 86.97%
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)-
41.0 67.0

16.20 16.40 16.60 16.80
m/z 55.05 61.93%

1230 149.0 175 262.0 294.0
e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0

5000

41.0 95.0 16.20 16.40 16.60 16.80
5000 m/z 95.05 58.35%
294.0
124.0 150.0
178.0 220.0 263.0
TWWTTWTWVTW‘WWWT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester e B

16.20 16.40 16.60 16.80
m/z 41.05  49.64%

5000

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
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Library Search Compound Report

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 9-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.47 431.31 ng 9219310 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 96
2 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 95
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 94
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 94
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94

Abundance Scan 2530 (16.468 min): BF095760.D (-2525) (-) m/z 55.10 100.00%

1

5000

264.3

296.3 16.20 16.40 16.60 16.80

m/z 69.10 72.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-
.0

137.1 180.2 222.2

-

5000
16.20 16.40 16.60 16.80

264.0 m/z 41.10 68.37%
296.0

137.0  180.0 2220

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

55.0

-

16.20 16.40 16.60 16.80
5000 83.0 m/z 74.00 66.72%
29.0 264.0

111.0 222.0
137.0 180.0 ’ 296.0

mwmrﬂmwm—mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester e A R
16.20 16.40 16.60 16.80

m/z 83.10 61.01%

5000

29.0 222.0

180.0

296.0

-

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
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Library Search Compound Report

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 3-Tridecen-1-yne, (Z2)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.52 6.53 ng 136033 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Tridecen-1-vne. (2)- 178 C13H22 037981-62-7 72
2 3-Undecen-1-vne. (2)- 150 C11H18 074744-32-4 72
3 Santolina triene 136 C10H16 002153-66-4 52
4 Pentalene. 1.2.3.3a.4.6a-hexahvdro- 108 C8H12 005549-09-7 49
5 Bicyclo[2.2.1]heptane, 2-methyl-._.. 150 C11H18 062337-89-7 47

Abundance Scan 2539 (16.521 min): BF095760.D (-2537) (-) m/z 79.05 100.00%

79.0

5000

—

16.20 16.40 16.60 16.80
m/z 93.10 61.66%

136.1 175.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44112: 3-Tridecen-1-yne, (2)-
43.0 79.0
5000 R E e o  AEEEE ey
107.0 16.20 16.40 16.60 16.80
m/z 80.00 51.38%
| H ) L=
260 Al Jlp24 | h. el i 520 1780
m/z--> 20 40 O 100 120 140 160 180 200 220 240
Abundance
43.0 79.0
R B RS e
16.20 16.40 16.60 16.80
5000 m/z 67.00 49 _.30%
107.0
L B A B B e I M e A ARERREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15706: Santolina triene R REE L RRANAERRET
93.0 16.20 16.40 16.60 16.80
121.0 m/z 95.10 37 .69%
5000
410 670 /Llﬂ
“..w..”,.”.,”. —  ERRBAN RS A RmEEEEE
m/z--> 20 100 120 140 160 180 200 220 240 16. 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095760.D

Aca On : 7 Jun 2017 22:43

Operator : SJ/MA

Sample : 13488-10 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 10 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.58 95.78 ng 1995790 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91

Abundance Scan 2549 (16.580 min): BF095760.D (-2543) (-) m/z 74.00 100.00%
74.0
5000
43.0
16.20 16.40 16.60 16.80
m/z 87.00 75 .95%
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
143.0 -
43.0 o 0 m/z 43.05  34.34%
N O R 7 N
m/z--> 25 40 éo 85 100 150 150 160 180 200 220 240 260 280 300
Abundance
74.0
16.20 16.40 16.60 16.80
5000 m/z 55.10 26.17%
43.0
15.0 1010 1430 1710 1990 2420
WWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 16.20 16.40 16.60 16.80
m/z 41.10 22 .86%
5000 43.0
l ‘ ‘H H A" ‘97tO \1430 1850 2270 2700
m/z--> 20 45 60 85 100 120 140 160 180 200 250 240 260 2éo 300 16.20 16.40 16.60 16.80

8270-BF060517.M Thu Jun 08 14:46:20 2017

TR-RO-211757-060517
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Library Search Compound Report

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 14-Pentadecenoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.64 7.13 ng 148598 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Pentadecenoic acid 240 C15H2802 017351-34-7 91
2 Oleic Acid 282 C18H3402 000112-80-1 91
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 62
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 60
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 60

Abundance Scan 2559 (16.639 min): BF095760.D (-2557) (-) m/z 55.05 100.00%

5000

16.40 16.60 16.80 17.00

180.1 2221
m/z 69.10 69.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94120: 14-Pentadecenoic acid
55.0

-

5000
16.40 16.60 16.80 17.00
0
29.0 m/z 41.10 66.76%
It
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 59.16%
111.0
137.0 264.0

165.0 1930 2220

wmmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid

-

16.40 16.60 16.80 17.00
m/z 43.05 52.10%

5000

=

T 1 1 1
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 14:46:21 2017 Page: 12



Library Search Compound Report

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 15
R.T. EstConc Area Relative to ISTD R.T.
16.89 4.71 ng 98177 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 97
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 96
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 95
4 Methvl 5.12-octadecadienoate 294 C19H3402 1000336-43-1 93
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 93
Abundance Scan 2602 (16.892 min): BF095760.D (-2597) (-) m/z 67.05 100.00%
67.0
5000
41.1
1660 16.80 17.00 17.20
I m/z 81.05 81.22%
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)-
41.0 67.0
5000 L BRI DAL SRR N
16.60 16.80 17.00 17.20
m/z 95.05 57 .35%
123.0 149.0
I, 1Ll 178.0 262.0 294.0
m/z--> 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 95.0 1660 16.80 17.00 17.20
5000 m/z 82.05 41.87%
294.0
123.0 150.0 178.0199 0220.0 263.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R A EamETeoo
mo 670 16.60 16.80 17.00 17.20
m/z 55.10 41.32%
5000 95.0
123.0 150.0 294.0
e 4 LTI 00 w80 z200 2030 TN
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 14:46:21 2017 Page: 13



Library Search Compound Report

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 cis-10-Heptadecenoic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.43 14.93 ng 311111 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid. methy... 282 C18H3402 1000333-62-1 91
2 Cvclopentadecanone. 2-hvdroxy- 240 C15H2802 004727-18-8 72
3 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 72
4 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 64
5 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 62

Abundance Scan 2694 (17.433 min): BF095760.D (-2685) (-) m/z 55.05 100.00%

54.0

83.0

5000

-

17.20 17.40 17.60 17.80
m/z 83.00 63.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester
55.0

3

5000

17.20 17.40 17.60 17.80
m/z 69.10 61.59%

137.0 166.0 208.0 250.0

282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
R B o
83.0 17.20 17.40 17.60 17.80
5000 m/z 41.00 61.30%
110.0
138.0 180.0 9290

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

Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)- A Bama s B
17.20 17.40 17.60 17.80

m/z 74.00 60.77%

5000

152.0 194.0 236.0

268.0 .
e L H——
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80

8270-BF060517.M Thu Jun 08 14:46:22 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095760.D

Aca On : 7 Jun 2017 22:43

Operator : SJ/MA

Sample : 13488-10 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 14 Hexadecanoic acid, 15-methy... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.54 6.77 ng 141053 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 96
2 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 93
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
4 Methvl stearate 298 C19H3802 000112-61-8 90
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 90

Abundance Scan 2712 (17.539 min): BF095760.D (-2704) (-) m/z 74.00 100.00%
74.0
5000
43.1
185.1 2271 2832 3963 17.20 17.40 17.60 17.80
2552 m/z 87.10 73.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 AR PR
43.0 17.20 17.40 17.60 17.80
143.0 puro 2840 m/z 43.10 34.57%
I 00 OO e Y- W N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
43.0 17.20 17.40 17.60 17.80
5000 m/z 55.05 26.17%
143.0
15.0 101.0 171.0 199.0 227.0 55,0 283.0 3200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #131300: Heptadecanoic acid, methyl ester L T e s

74.0 17.20 17.40 17.60 17.80

m/z 41.05 22.83%
5000
43.0
241.0 2840

e T amsoggerte 200 VA

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.20 17.40 17.60 17.80

8270-BF060517.M Thu Jun 08 14:46:22 2017

TR-RO-211757-060517
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Library Search Compound Report

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

Data File : BF095760.D

Aca On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle : 13488-10 5X TR-RO-211757-060517
ALS Vial : 18 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 Nonadecanoic acid, methyl e... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.40 5.19 ng 108217 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
2 Methvl stearate 298 C19H3802 000112-61-8 80
3 Octadecanoic acid. 10-methvl-. m... 312 C20H4002 002490-19-9 74
4 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 72
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 72
Abundance Scan 2858 (18.397 min): BF095760.D (-2853) (-) m/z 74.00 100.00%
74.0
5000
43.0
P e
255.2 3113 4544 18.00 18.20 18.40 18.60 18.80
m/z 87.00 68.57%
m/z--> 50 100 150 200 250 300 350
Abundance #154944: Nonadecanoic acid, methyl ester
74.0
5000 43.0 AI""I'A”I""I""q"
18.00 18.20 18.40 18.60 18.80
143.0 312.0 m/z 43.05 32.49%
157‘0\“ il H ‘\ ‘\Hl \%(\) l ‘ ‘171'019\9'0\ 241'0269.0\ |
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 75.10 27 .96%
43.0
143.0 298.0
255.0 :
15.0 101.0 17101990270
m/z--> 50 100 150 200 250 300 350
Abundance #154982: Octadecanoic acid, 10-methyl-, methyl ester A e
74.0 18.00 18.20 18.40 18.60 18.80
m/z 55.00 27 .26%
43.0
5000
143.0 312.0
\I\ ‘I\ Ul‘-}‘?l:lhu‘1720199‘?2?7:0||2|6?0|| A T T T T —
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF095760.D

Acq On 7 Jun 2017 22:43

Operator : SJ/MA

a?ggle - 13488-10 X TR-RO-211757-060517
ALS Vial : 18 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]
unknown? .05 7.05 13.6 ng 270891 1 7.38 398286 20.0
Methyl tetradecan... 14.04 9.8 ng 210308 4 14.63 427501 20.0
9-Hexadecenoic ac... 15.30 20.4 ng 434960 4 14.63 427501 20.0
Hexadecanoic acid... 15.45 194.8 ng 4163810 4 14.63 427501 20.0
n-Hexadecanoic acid 15.66 6.1 ng 129798 4 14.63 427501 20.0
9,12-Octadecadien... 16.43 275.8 ng 5894110 4 14.63 427501 20.0
9-Octadecenoic ac... 16.47 431.3 ng 9219310 4 14.63 427501 20.0
3-Tridecen-1-yne, ... 16.52 6.5 ng 136033 5 18.34 416744 20.0
Methyl stearate 16.58 95.8 ng 1995790 5 18.34 416744 20.0
14-Pentadecenoic ... 16.64 7.1 ng 148598 5 18.34 416744 20.0
9,12-Octadecadien... 16.89 4.7 ng 98177 5 18.34 416744 20.0
cis-10-Heptadecen... 17.43 14.9 ng 311111 5 18.34 416744 20.0
Hexadecanoic acid... 17.54 6.8 ng 141053 5 18.34 416744 20.0
Nonadecanoic acid... 18.40 5.2 ng 108217 5 18.34 416744 20.0
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