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Aca On
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Intearator:

Smoothing
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Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF032018\

BF103805.

D
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Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC

first max

SCan scan

rvv
rvv2
rvB
rBv

peak
heiaht
2586782
2643800
3009232
1108953
2452344

1763087
1285887
3526778
587634
266135

443872
1367119
429991
391678
294654

1607184
347162
914572

1168346

1106032

302203
1246402
6015450

344665

457484

381924
429861
5956494
952653
5251366

595074
375009
812996
2438292
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corr.

area
2477971
2671367
2795721

887503
2102466

1607226
1081894
2984868
656765
287287

418346
1262219
342848
477061
332259

1428324
484257
747540

1049181
953311

325711
1147305
10192653
329788
551789

421710
557630
28690465
705591
5949795

587274
465365
1107487
2061312

corr.
% max.
8.64%
9.31%
9.74%
3.09%
7.33%

5.60%
3.77%
10.40%
2.29%
1.00%

1.46%
4._.40%
1.19%
1.66%
1.16%

4.98%
1.69%
2.61%
3.66%
3.32%

1.14%
4._00%
35.53%
1.15%
1.92%

1.47%
1.94%
100.00%
2.46%
20.74%

2.05%
1.62%
3.86%
7.18%

3.165%
1.005%
2.380%

1.819%
1.225%
3.379%
0.743%
0.325%

0.474%
1.429%
0.388%
0.540%
0.376%

1.617%
0.548%
0.846%
1.188%
1.079%

0.369%
1.299%
11.538%
0.373%
0.625%

0.477%
0.631%
32.478%
0.799%
6.735%

0.665%
0.527%
1.254%
2.333%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.286 1894 1904 1906 rBvV4 386683 848925 2.96% 0.961%

36 13.327 1909 1911 1914 rVB2 1032485 973702 3.39% 1.102%
37 13.404 1920 1924 1926 rBV2 915325 947572 3.30% 1.073%
38 13.427 1926 1928 1932 rVV3 814714 863249 3.01% 0.977%
39 13.468 1932 1935 1941 rVV3 739607 922966 3.22% 1.045%
40 13.516 1941 1943 1947 rVV 477895 445232 1.55% 0.504%

41 13.616 1957 1960 1963 rVB 598212 539339 1.88% 0.611%
42 13.833 1994 1997 2004 rVB3 534118 773016 2.69% 0.875%
43 13.974 2018 2021 2025 rVvv4 382173 431286 1.50% 0.488%
44 14.080 2036 2039 2048 rVB 657292 741261 2.58% 0.839%
45 14.163 2048 2053 2056 rBV2 919258 1104535 3.85% 1.250%

46 14.304 2075 2077 2087 rVvB2 280778 379690 1.32% 0.430%
47 15.704 2311 2315 2333 rVB 643843 1224966 4.27% 1.387%

Sum of corrected areas: 88338028
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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: BF103805.D
6000000

5000000

4000000

3000000 6 596 4
5.59 : 7.13

2000000 7.53

1000000 A

OLT L Ly s s s B s B N s s s s s Bt B s sy B s By B s s s S s B B
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF103805.D

6000000 11490 ﬁ 64

5000000
4000000
9.33

3000000 13.10

2000000

8.25
1000000

s e R e A e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103805.D
6000000

5000000
4000000
3000000

2000000
14.16

14,
1000000{ 13:83.9¢ 1,

15.70

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.74 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.74 63.00 ng 2795720 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12

3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 791 (6.739 min): BF103805.D (-786) (-) m/z 132.00 100.00%
132
5000 68
% R R N BERms
40 54 28 06 6.40 6.60 6.80 7.00
0 B B e m/z 68.10 40.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R e e RREE
a1 97 6.40 6.60 6.80 7.00
53 ° 117 m/z 134.00 33.97%
7
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
R R N BERms
6.40 6.60 6.80 7.00
5000 m/z 66.00 25.49%
104
66
ol 14 27 39 1 T 89 115
L B o e e e o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R AREEREEEEE R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 15.91%
5000 98 116
MRS WO O NG S | SN
m/z--> 20 40 60 80 100 120 140 160 180 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\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Naphthalene, 2,6-dimethyl- Concentration Rank 17

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

9.59 10.41 ng 656765 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 90
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 70
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 58
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 56
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 44

Abundance Scan 1276 (9.592 min): BF103805.D (-1271) (-) m/z 156.10 100.00%
146
141

5000

9.20 9.40 9.60 9.80 10.00

o SLE m/z 141.05 68.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28488: Naphthalene, 2,6-dimethyl-
141 156
5000
9.20 9.40 9.60 9.80 10.00
115 4128 m/z 155.10 42 _.27%
3 51 8 7 g 1m0
N Y WO Dl N |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
9.20 9.40 9.60 9.80 10.00
5000 m/z 74.00 26.86%
115 128
0 28 49 69 85 98
— T T T T T T T T T T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28482: Naphthalene, 2,7-dimethyl-
156 9.20 9.40 9.60 9.80 10.00
m/z 162 .00 21.80%
5000
141
77
L e o e e e LA o LI B i o o o o o o o o ) IR B e e
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80 10.00

8270-BF031518_.M Wed Mar 21 13:34:47 2018 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Tetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.90 9.23 ng 484257 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
Abundance Scan 1498 (10.898 min): BF103805.D (-1496) (-) m/z 57.05 100.00%
57
43 71
5000
99 10,60 10.80 11.00 11.20
113 127
0 141155 175 190201 m/z 43.05 70.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57
43
71
5000 85 AR S BN SURRA
10 60 10. 80 11. oo 11. 20
29 m/z 71.10 67.39%
99
oLt L S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
10.|60 10.|80 11.'00 11.'20
5000 71 m/z 85.10 47 .78%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1&0 1é0 200 250
Abundance #48850: Dodecane, 4- methyl L L L L L B BB
43 10.60 10.80 11.00 11.20
57 71 m/z 41.05 31.72%
5000 g5
29 % 140
ob e b L P M21o7 0 as5169 184 Sl N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1060 1080 1100 1120
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Methyl tetradecanoate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.01 14.25 ng 747540 Phenanthrene-d10 11.50
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 94
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 86
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1517 (11.010 min): BF103805.D (-1513) (-) m/z 74.00 100.00%
!
5000
| 7 101 143157 18512 1060 10.80 11.00 11.20 11.40
0 ,....-,l..I“,..'-..,':...h,'..l.l.‘?..'..,I....-,....,....|,.f4]~1.4....2“.2].. 3% Tm/z 87.00  69.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95863: Methyl tetradecanoate
74
5000 43 T TS L-- BB
10,60 10.80 11.00 11.20 11.40
2 143 m/z 43.05 25.10%
T 101 199,12 242
0I"”It'JH'ﬁﬂl*'”T'E%?'M'IL'“IEZ%I”'JP'e'""“""'”I"”I'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
10.60 10.80 11.00 11.20 11.40
5000 199 m/z 55.00 20.93%
41 143 242
o 27 9 115 171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50098: Decanoic acid, methyl ester RN R R e B
74 10.60 10.80 11.00 11.20 11.40
m/z 41.10 19.28%
5000
® 143
N U (v 17 2SSOV Y
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20 11.40

8270-BF031518.M Wed Mar 21 13:34:48 2018 Page: 7



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 9-Hexadecenoic acid, methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 21.87 ng 1147310 Phenanthrene-d10 11.50
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 95
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 91
4 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 91
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 91
Abundance Scan 1651 (11.798 min): BF103805.D (-1650) (-) m/z 55.10 100.00%

5000

-

11.40 11.60 11.80 12.00 12.20
m/z 41.10 60.46%

137152 175
04

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)-

-

5000
11.40 11.60 11.80 12.00 12.20

m/z 69.00 60.21%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55

_rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l'

74 11.40 11.60 11.80 12.00 12.20

5000 97 m/z 74.00 55.98%

236
123,35 163181 213 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester e e
11.40 11.60 11.80 12.00 12.20
m/z 83.00 41.88%

74
5000

29

.

137152 180 907222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00 12.20

8270-BF031518.M Wed Mar 21 13:34:48 2018 Page: 8



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2
R.T. EstConc Area Relative to ISTD R.T.
11.90 194.30 ng 10192700 Phenanthrene-d10 11.50
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 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1668 (11.898 min): BF103805.D (-1661) (-) m/z 74.05 100.00%
!
87
5000
43
T 10101207 227 11.60 11.80 12.00 12.20
171185199 241 555 270 : : : :
Ot Al TS0 | 157170185099218 | 21255200 | a7 05 75. 35%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 e
43 11,60 11.80 12.00 12.20
7 143 m/z 43.05 33.54%
. TM || | 101115129 | 157171185199713227 547 270
e 20 a0 6 b 100 130 140 18 180 250 2% 2kt
Abundance
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.10 27 .11%
57
ob, 101115129143157171185199 228
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74 11.60 11.80 12.00 12.20
m/z 41.10 25.84%
87
5000 43
29 7 143
b 4 101115129 P 57171185199213227 90 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF031518.M Wed Mar 21 13:34:49 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Phenanthrene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.03 10.52 ng 551789 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 93
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
Abundance Scan 1690 (12.027 min): BF103805.D (-1688) (-) m/z 73.00 100.00%
3
43
5000 ? 129
115 213
o7 157 185 g 256 00 11.80 12.00 12.20 12.40
o} L m/z 60.00 88.47%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 LB B SUMLN SN B
11.80 12.00 12.20 12.40
165 m/z 43.10 66.31%
o 39 63 82 96 115 139
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192
11.80 12.00 12.20 12.40
5000 m/z 55.00 52.69%

165
39 63 82 96 115 139

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54736: Anthracene, 2-methyl-
192 11.80 12.00 12.20 12.40

m/z 57.05 51.56%

5000
165
0 28 44 63 82 %0 115 139 N
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40

8270-BF031518.M Wed Mar 21 13:34:49 2018 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Heptadecanoic acid, methyl ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.29 10.63 ng 557630 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 83
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 83

Abundance Scan 1735 (12.292 min): BF103805.D (-1731) (-) m/z 74.00 100.00%

74

5000
43

w

12.00 12 20 12. 40 12 60
o

m/z 87.00 76 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #131299: Heptadecanoic acid, methyl ester /J\
74

5000 -------------------
43 12. OO 12 20 12. 40 12 60

7 284 m/z 43.05 30.13%

29 143
T ‘ ‘\M8\\111 129" 157171185199213207°4 256060 |
R A= SmL o e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74

12.00 12.20 12.40 12.60
5000 m/z 55.05 23.23%

55 143 241 284

185199
9111129 157171 213227 25569

241

1571711851991 3557

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95860: Methyl tetradecanoate
74 12.00 12.20 12.40 12.60
m/z 41.05 20.49%
5000
43

29 | 7 143

w'“v'“v'“v'“v'“v“'w“'w“"“"“"“"“w'“w'“w
m/z--> 20 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 13-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.64 546.91 ng 28690500 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 6-0Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1794 (12.639 min): BF103805.D (-1777) (-) m/z 55.05 100.00%

69
5000

123 222 264
138152 180 5 222, 206 12.40 12.60 12.80 13.00
0 m/z 41.10 77.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester

5000
12.40 12.60 12.80 13.00

264 m/z 69.10 62.40%

11
125 143 166180  507%%%35

04
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69
12.40 12.60 12.80 13.00
s000| o 87 m/z 43.10 53.17%
111
125
141 166180 ;222,35 264,50 596

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester

12.40 12.60 12.80 13.00
m/z 74.05 51.46%

5000

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

8270-BF031518.M Wed Mar 21 13:34:50 2018 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 9,12,15-Octadecatrienoic ac... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.66 13.45 ng 705591 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 93
2 Methvl 8.11.14.17-eicosatetraenoate 318 C21H3402 1000336-47-0 80
3 9.12.15-Octadecatrienoic acid. (... 278 C18H3002 000463-40-1 80
4 9-Octadecen-12-vnoic acid. methv... 292 C19H3202 056847-05-3 58
5 1-Undecen-3-yne 150 C11H18 074744-28-8 58
Abundance Scan 1798 (12.663 min): BF103805.D (-1797) (-) m/z 79.00 100.00%

5000

204
149 173 236 12.40 12.60 12.80 13.00
o 254 276292309326 7 67.00 89230

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #138095: 9,12,15-Octadecatrienoic acid, methyl ester, (Z,Z,2)

A
LN S N O L

12.I4O 12.60 12.I80 13.00
m/z 93.00 56.04%

5000

173101 217236 261 292

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
79
12.40 12.60 12.80 13.00
5000 m/z 95.10 49.80%

55
105

135
o 161 189 222 249 275 318

mmmmmmvwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126110: 9,12,15-Octadecatrienoic acid, (Z,Z,2)-

12.40 12.60 12.80 13.00
m/z 41.10 44.68%

5000

121
15 149 173191 222 49 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.81 8.87 ng 465365 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1823 (12.810 min): BF103805.D (-1821) (-) m/z 73.00 100.00%

73

5000

241 IIIIIIIIIIIIIIIIIIIIIII
064 284 305321 12.40 12.60 12.80 13.00 13.20

o m/z 60.00 81.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 | NI LI L L LB LB L
12.40 12.60 12.80 13.00 13.20
m/z 43.10 69.45%
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43
12.40 12.60 12.80 13.00 13.20
5000 129 m/z 57.10 69.32%
185
97 228
27
o 113 157 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid P T T T T
4 73 12.40 12.60 12.80 13.00 13.20
m/z 55.00 54 _.23%
5000 129

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.29 15.37 ng 848925 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 92
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 92
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 91
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 89
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
Abundance Scan 1905 (13.292 min): BF103805.D (-1894) (-) m/z 216.05 100.00%
216
5000 n %
a5 83 1071 3130 07 189 234 254272 297 319 13.00 13.20 13.40 13.60
o m/z 215.10 81.19%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74422: 11H-Benzo[b]fluorene
216
5000
13.00 13.20 13.40 13.60
108 m/z 213.10 20.95%
o 57 139 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216
13.00 13.20 13.40 13.60
5000 m/z 217.10 16.58%
108
43 63 81 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74417: TH-Benzol[c]fluorene A B e e
216 13.00 13.20 13.40 13.60
m/z 107.40 16.43%
5000
108
82 ‘ 189 ‘
O”I””P'”P”MP”W”'W”” AR AR AN MR MR AR AL MR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 cis-11-Eicosenoic acid, met... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.33 17.63 ng 973702 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 96
2 Oleic Acid 282 C18H3402 000112-80-1 92
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 89
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 64
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 55
Abundance Scan 1911 (13.327 min): BF103805.D (-1909) (-) m/z 55.05 100.00%
83
5000
167
TR | e 2 oo o e e
220 250 : . : .
ol b uda D004 200 ) 324342 | hyz 69.10  77.45%
m/z--> 50 100 150 200 250 300
Abundance #164513: cis-11-Eicosenoic acid, methyl ester
55
5000 SRR R BRSR BUARER
13100 13.20 13.40 13.60
11 e 250 292 m/z 83.10 64.70%
29
ol— “. \I\ I‘H h\\ ‘HH J‘“ﬂ \“H\ H\ %?6185 ‘. .22.7‘. ul‘ 274 h — ‘} —
m/z--> 50 200 250 300
Abundance
55
83 13.00 13.20 13.40 13.60
5000 m/z 41.10 57 .50%
29 111
264
. 129 151 180199 222 245 | 282
m/z--> " 's0 100 150 200 280 300
Abundance #129357: trans-13-Octadecenoic acid R a e REmamE i
55 13.00 13.20 13.40 13.60
m/z 74.00 54 _76%
5000 83
o1 \‘ m H‘[ \“ \'n “11?:7I 165 193| |2|22| ?4??6‘}2?% S
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Eicosanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.40 17.16 ng 947572 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Methvl stearate 298 C19H3802 000112-61-8 90
3 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 89
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87

Abundance Scan 1923 (13.398 min): BF103805.D (-1920) (-) m/z 74.00 100.00%
m 216
5000 43
240 283 13.00 13.20 13.40 13.60 13.80
o 26577301 326 m/z 216.10  79.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
74
43
5000
13.00 13.20 13.40 13.60 13.80
143 26 m/z 87.00 75.17%
0 1\5 h‘ I ‘ u‘ ‘\ | 9\7\ 115 | 171 199 227 255 28\3 ‘
m/z--> ﬁo 45 60 80 1001501501éo180200220240260280360350 '
Abundance
74
13.00 13.20 13.40 13.60 13.80
5000 m/z 215.10 47 .96%
43
143 208
255
oL15 9115 171 199 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methyl 18-methylnonadecanoate
7h 13.00 13.20 13.40 13.60 13.80
m/z 43.10 42 .51%
5000 43
143
326
283
m/z--> %&eommmmm&mmmnmmmmmﬁﬁ' anmnmmmmm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 16 1,6-Cyclodecadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.43 15.63 ng 863249 Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Cvclodecadiene 136 C10H16 007049-13-0 55
2 1.5-Cvclodecadiene. (E.Z)- 136 C10H16 001124-78-3 46
3 8.10-Dodecadien-1-ol. acetate. (... 224 C14H2402 053880-51-6 38
4 3-Methvl-cis-3a.4.7.7a-tetrahvdr... 136 C10H16 1000144-04-4 35
5 Hexanoic acid, 3-fluorophenyl ester 210 C12H15FO02 1000330-93-1 30
Abundance Scan 1928 (13.427 min): BF103805.D (-1926) (-) m/z 99.05 100.00%
¢
55 81
5000
136
119 | 161178 207 o, 1320 13.40 13.60 13.80
o3 by by Ty 267, 292310830 1 Toso7781.00  71.18%
m/z--> 50 100 150 200 250 300
Abundance #15713: 1,6-Cyclodecadiene
67
41
5000 95 RN BRI U SN SR
136 13.20 13.40 13.60 13.80
m/z 55.05 69.93%
™
0 L A L WL S UL
m/z--> 50 100 150 200 250 300
Abundance
41 67
1320 13.40 13.60 13.80
5000 9% m/z 67.00 64.18%
136
115
N s S L WL WL WAL
m/z--> 50 100 150 200 250 300
Abundance #81042: 8,10-Dodecadien-1-ol, acetate, (E,E)- A maE L B e
43 1 13.20 13.40 13.60 13.80
m/z 79.00 53.61%
5000
121 164
224
0! 15 W 8 |‘\ ‘L\ EI-‘\IS { 181 ‘
m/z--> 50 100 150 200 250 300 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl3.47 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.47 16.71 ng 922966 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvl-1-propen... 124 C9H16 053366-57-7 42
2 1.2-Cvclohexanedicarboxvlic acid... 334 C19H2605 1000339-66-8 30
3 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 30

4 1.2-Cyclohexanedicarboxvlic acid... 372 C18H22Cl1204 1000339-84-2 27
5 Trichloroacetic acid, dodec-9-yn... 326 C14H21CI1302 1000282-92-3 25

Abundance Scan 1935 (13.468 min): BF103805.D (-1932) (-) m/z 155.05 100.00%
1%5
67
5000 41 109
9 187
135 13.20 13.40 13.60 13.80
207 240 292
o 2320310 33 | "m/z 67.00 76.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #10719: Cyclopentane, (2-methyl-1-propenyl)-
6/7
41
5000 109 LI L L L B B
13 20 13. 40 13 60 13. 80
m/z 55.10 76.19%
9

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
155
AR B e
13.20 13.40 13.60 13.80
5000 124 m/z 83.00 65.22%
57 81
ol 2 108 233 334
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #27999: Benzene, 2-fluoro-1-methyl-4-nitro- R B B e
83 109 155 13.20 13.40 13.60 13.80
m/z 81.10 62.32%
5000
0 ...,..‘..‘,..H J....“.M‘ .‘w.. JZ L st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl3.62 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.62 9.77 ng 539339 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 2-methvl-3-(1l-meth... 154 C10H180 054244-81-4 38
2 Cvcloheptanol. 2-methvlene 126 C8H140 016240-38-3 22
3 Cvclododecvne 164 C12H20 001129-90-4 18
4 7-Oxabicvclol4.1.0lheptane. 1-me... 168 C10H1602 000096-08-2 18
5 Cyclohexane, 1,1"-(2-methyl-1,3-._.. 222 C16H30 002883-08-1 18

Abundance Scan 1961 (13.621 min): BF103805.D (-1957) (-) m/z 99.10 100.00%

9

5000
135153 007 e e
179 302 13.40 13.60 13.80 14.00
254 343
o R o A 52 m/z 71.10 48.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #26977: Cyclohexanol, 2-methyl-3-(1-methylethenyl)-, (1.al...
8.
55
5000 LA L L L L L LB
13.40 13.60 13.80 14.00
121 m/z 43.05 43.05%
9
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
83
s AR e S
13.40 13.60 13.80 14.00
5000 55 m/z 55.05  34.04%
111
29
0 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #33727: Cyclododecyne A L R REmms e
6 13.40 13.60 13.80 14.00
m/z 67.00 31.95%
41
5000
B 1
o 164
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Methyl 2-octylcyclopropene-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.83 14.00 ng 773016 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 59
2 2-(1-Hvdroxvcvclohexvl)-furan 166 C10H1402 036169-67-2 50
3 3-(2-Hvdroxvcvclohexv)-furan 166 C10H1402 118959-04-9 43
4 5-1sopropvl-2.8-dimethvl-9-oxatr... 222 C14H2202 1000185-23-8 38
5 1,4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 27
Abundance Scan 1996 (13.827 min): BF103805.D (-1994) (-) m/z 95.00 100.00%
9%
5000 55 151

13.60 13.80 14.00 14.20
m/z 81.00 93.94%

. 179 205 256 277 308326 346

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate

43

13.60 13.80 14.00 14.20
m/z 151.10 45.47%

5000

308

195 923 551 277

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
81
R REEEE RS R
13.60 13.80 14.00 14.20
so0o] 43 m/z 55.00 41.46%

166

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

Abundance #34836: 3-(2-Hydroxycyclohexyl)-furan R mEREEE S S

81 13.60 13.80 14.00 14.20
m/z 166.10 33.60%

5000 166
“ 6! ‘ 107 149

0,,‘“,“,““‘ S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103805.D

Aca On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 20 Docosanoic acid, methyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.08 13.42 ng 741261 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 89
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 83
4 Methvl stearate 298 C19H3802 000112-61-8 83
5 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 80

Abundance Scan 2039 (14.080 min): BF103805.D (-2036) (-) m/z 74.00 100.00%
H
5000
43
143
97 | 199 234 555 311 354 13.80 14.00 14.20 14.40
o BT NV AR o Y- B A m/z 87.00 84.71%
m/z--> 50 100 150 200 250 300 350
Abundance #186934: Docosanoic acid, methyl ester
74
5000 43
13.80 14.00 14.20 14.40
143 354 m/z 43.10 35.30%
o2/ ‘ H S5 \ f115, | a7 199 297 255 50 3 |
m/z--> 50 100 150 260 2%0 360 350
Abundance
74
| 13.80 14.00 14.20 1440
5000 m/z 75.00 26 .58%
55 143 354
311
97 199 255
o 125 171 227 283
m/z--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methyl ester e e A
74 13.80 14.00 14.20 14.40
m/z 57.10 25.97%
5000
43
143
312
ol 15, | “\‘L AoT4s, | 171 199 207 2%
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032018\
Data File : BF103805.D

Acq On : 20 Mar 2018 16:39

Operator : JU/SJ

Sample : J1982-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
unknown6 .74 6.74 63.0 ng 2795720 1 6.97 887503 20.0
Naphthalene, 2,6-... 9.59 10.4 ng 656765 3 10.01 1262220 20.0
Tetradecane 10.90 9.2 ng 484257 4 11.50 1049180 20.0
Methyl tetradecan... 11.01 14.3 ng 747540 4 11.50 1049180 20.0
9-Hexadecenoic ac... 11.80 21.9 ng 1147310 4 11.50 1049180 20.0
Hexadecanoic acid... 11.90 194.3 ng 10192700 4 11.50 1049180 20.0
Phenanthrene, 1-m... 12.03 10.5 ng 551789 4 11.50 1049180 20.0
Heptadecanoic aci... 12.29 10.6 ng 557630 4 11.50 1049180 20.0
13-Octadecenoic a... 12.64 546.9 ng 28690500 4 11.50 1049180 20.0
9,12,15-Octadecat... 12.66 13.4 ng 705591 4 11.50 1049180 20.0
Octadecanoic acid 12.81 8.9 ng 465365 4 11.50 1049180 20.0
11H-Benzo[b]fluorene 13.29 15.4 ng 848925 5 14.16 1104540 20.0
cis-11-Eicosenoic... 13.33 17.6 ng 973702 5 14.16 1104540 20.0
Eicosanoic acid, ... 13.40 17.2 ng 947572 5 14.16 1104540 20.0
1,6-Cyclodecadiene 13.43 15.6 ng 863249 5 14.16 1104540 20.0
unknownl13.47 13.47 16.7 ng 922966 5 14.16 1104540 20.0
unknownl13.62 13.62 9.8 ng 539339 5 14.16 1104540 20.0
Methyl 2-octylcyc... 13.83 14.0 ng 773016 5 14.16 1104540 20.0

5

Docosanoic acid, ... 14.08 13.4 ng 741261 14.16 1104540 20.0
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