LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18 Instrument :

Operator : SJ/MA gyAﬁg el
- - lentosampleld :

3?22'6 : 13079-05 DUP-0399-170509

ALS Vial : 23 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 M\METHODS\8270-BM051117.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 4.893 303 307 318 rBV 215637 314113 6.15% 0.819%
2 5.357 378 386 394 rBV 426079 665439 13.03% 1.734%
3 5.469 397 405 419 rVV 2146655 3209144 62.86% 8.365%
4 5.957 484 488 498 rVB 34995 54513 1.07% 0.142%
5 6.946 648 656 668 rBV 360210 633416 12.41% 1.651%
6 7.293 709 715 724 rBV 1109226 1815655 35.56% 4.732%
7 7.757 788 794 803 rBV 257157 423488 8.29% 1.104%
8 8.075 841 848 860 rBY 1000756 1645364 32.23% 4.289%
9 8.934 986 994 1007 rBVY 1016913 1713832 33.57% 4_467%
10 10.557 1262 1270 1272 rBvV 365908 654098 12.81% 1.705%

11 11.439 1409 1420 1432 rBV 892309 1617626 31.68% 4.216%
12 13.028 1683 1690 1699 rVB 2303495 3325564 65.14% 8.668%
13 13.539 1770 1777 1790 rBV2 240341 407149 7.97% 1.061%
14 13.880 1829 1835 1842 rBV 66993 103621 2.03% 0.270%
15 14.416 1919 1926 1935 rVB2 468415 733777 14.37% 1.913%

16 15.816 2157 2164 2169 rBV2 61205 97784 1.92% 0.255%
17 15.874 2169 2174 2176 rVV 117518 170951 3.35% 0.446%
18 15.916 2176 2181 2195 rVB 1951740 2764216 54.14% 7.205%
19 16.098 2208 2212 2221 rBV2 32067 55017 1.08% 0.143%
20 17.168 2389 2394 2404 rBV 595133 885316 17.34% 2.308%

21 18.057 2538 2545 2564 rBV 1460140 2193545 42.97% 5.717%
22 19.192 2731 2738 2740 rBV 922967 1235916 24.21% 3.221%
23 19.221 2740 2743 2746 rVV 1107316 1577286 30.89% 4.111%
24 19.262 2746 2750 2759 rVV 1776541 3101850 60.76% 8.085%
25 19.333 2759 2762 2775 rVB 635983 979046 19.18% 2.552%

26 19.474 2782 2786 2796 rBV5 104609 250005 4_.90% 0.652%
27 19.698 2819 2824 2834 rBV2 224672 378743 7.42% 0.987%
28 19.792 2835 2840 2847 rVB 3942843 5105422 100.00% 13.307%
29 20.327 2928 2931 2938 rBV3 113532 165640 3.24% 0.432%
30 20.427 2946 2948 2956 rVB7 36921 52070 1.02% 0.136%

31 21.045 3050 3053 3058 rvB4 87794 106293 2.08% 0.277%

32 21.356 3101 3106 3111 rBV 809049 1063622 20.83% 2.772%
33 23.650 3490 3496 3504 rVB3 443701 866220 16.97% 2.258%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 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

Z:\HPCHEM1I\BNA M\METHODS\8270-BM051117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 38365741
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BMO051117\

BM
12
SJ
13

23

TIC Library

010008.D
May 2017 05:18
/MA
079-05
Sample Multiplier: 1

DUP-0399-170509

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance :
Andance TIC: BM010008.D
3000000
5.47
2000000
7.29
1000000 8.07 8.93 11.44
5.36
489 6.95 276 10.56
L 5.96 ﬁ
o L e L 1 e £
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM010008.D
4000000 1479
3000000
13.03
2000000 15.92 19.26
18.06
1000000
14.42 171
13.54
. 13.88 15893%.10
i S e e i
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance :
Andance TIC: BM010008.D
3000000
2000000
1000000 21.36
23.65
21.04 /\
e e T T
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.89 14.83 ng 314113 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 307 (4.893 min): BM010008.D (-303) (-) m/z 43.10 100.00%
43.1
59.1
5000
| o o b0 aho b 5k
ot e 282 Tm/z 59.10 0 54.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I L L I
59.0 460 480 500 5.20
150 1010 m/z 101.10 15.42%
\M‘ L1 Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 4.80 5.00 520
5000 m/z 58.10 12.80%
41.0
101.0
'”'%?9'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8126: 2-Hexanol, 2-methyl-
54.0 460 4.80 5.00 5.20
m/z 41.10 9.62%
5000
43.0
ZTﬁ JI[" 80
L f | | | |
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

Sample : 13079-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown5.47 Concentration Rank 1

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

5.47 151.56 ng 3209140 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvl octanoate 186 C11H2202 000624-13-5 35
2 Benzene. 1-methoxv-3-(2.2-dicvan... 184 C11H8N20 002972-72-7 28
3 4.6(1H.5H)-Pvrimidinedione. 2-am... 127 C4H5N302 004425-67-6 17
4 6-Cvano-5-methoxvauinoline 184 C11H8N20 1000241-27-7 9
5 1,1"-Biphenyl, 3-methoxy- 184 C13H120 002113-56-6 9

Abundance Scan 405 (5.469 min): BM010008.D (-397) (-) m/z 43.10 100.00%
431
183.9
5000
126.9
168.9 5.20 5.40 5.60 5.80
R ..5.8,1..7?.1,....,....,...?‘fh.'g...,....,...., m/z 183.90 69.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46618: Propyl octanoate
43.0 61.0 127.0 145.0
5000 RN LR LS IR
27.0 102.0 520 5.40 5.60 5.80
‘ 870 m/z 126.90 33.87%
|||||||| il HH ‘M\II\H\‘I\ H‘ ||||||||||||:|I-8|6|C|)||
m/z--> 40 60 80 120 140 160 180
Abundance
184.0
1140 "Th k0 sk sk
5000 156.0 m/z 42.10 33.71%
300 630 880 141.0
15.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #11335: 4,6(1H,5H)-Pyrimidinedione, 2-amino- R N R
43.0 5.20 5.40 5.60 5.80
m/z 140.90 19.92%
5000 127.0
69.0 g5
Wi ‘ ‘ 111.0
miz--> 20 40 60 8 100 10 1o 10 10 520 540 560 5.80
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DUP-0399-170509
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 15

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

5.96 2.57 ng 54513 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 38
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 488 (5.957 min): BM010008.D (-484) (-) m/z 43.00 100.00%
43.0 73.0
5000
T
56.0 1002 1150 5.60 5.80 6.00 6.20
e e el 29 T 1 Tm/z  73.05  89.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000
5.60 5.80 6.00 6.20
m/z 41.00 10.54%
150 290 | 550 830 1000 115.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0 43.0 73.0
5.60 5.80 6.00 6.20
5000 58.0 m/z 42.10 10.45%
15.0
RIS SO SURILIL SO SURILS SO SULEL UL SIS L R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #719: N-Ethylformamide R e B
30.0 73.0 5.60 5.80 6.00 6.20
m/z 115.00 9.22%
5000
58.0
44.0
15\'0 Il AN
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 600 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

Sample : 13079-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.29 Concentration Rank 2

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

7.29 85.75 ng 1815660 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 715 (7.293 min): BM010008.D (-709) (-) m/z 132.00 100.00%
132.0
68.1
5000
96.1 I R S RRREE e
54.0 ‘ ‘ | 10511149 7.00 7.20 7.40 7.60
....,....,'....,!!.. !!-.'.,..:-:,....,....,....,....,...., b m/z 68.10 67.24%
m/z--> 30 90 100 110 120 130 140
Abundance #13677. 3 Chloto 6-fluoro-pyrazine
132.0
69.0
104.0
5000 A LI UL I I
7.00 7.20 7.40 7.60
310 510 m/z 66.10 48_.67%
”"»'J“'l”ml”'l”"P'qu'”l'”'l”"ﬁ"W"”l‘”'I”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
700 720 7.40 7.60
5000 m/z 134.00 32.42%
33.0 44.0 00 105.0
60.0 "% g0.0 115.0
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- R ma b
132.0 7.00 7.20 7.40 7.60
m/z 69.10 29.09%
5000 67.0
""I""Ifﬁf{I"qull"I”'l'I""I""ﬁQ%f{I""I""I T U L L L IR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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DUP-0399-170509

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownll.44 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.44 49.46 ng 1617630 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-lodouracil 238 C4H3IN202 000696-07-1 32
2 9.10-Anthracenedione. 1.2-diamino- 238 C14H10N202 001758-68-5 9
3 9.10-Anthracenedione. 1.4-diamino- 238 C14H10N202 000128-95-0 9
4 6-Hvdroxyvflavone 238 C15H1003 006665-83-4 5
5 Imidazo[4,5-e][1,4]diazepine-5,8... 238 C10H14N403 077246-18-5 5

Abundance Scan 1420 (11.439 min): BM010008.D (-1409) (-) m/z 237.90 100.00%

237.9
5000 83.0
57.0

126.9 LI B e e e
w.| 1809 217.9 1120 11.40 11,60 11.80
Ll aeg0 | deae 1899 2179 | tes o0 45 73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81295: 5-lodouracil
238.0
5000 1950 S MEMEM M

11.20 11. 40 11. 60 11. 80
28.0 168.0 m/z 57.00 25.63%

127.0
J 530 750 1050 | ,150.0 | 220.0 |
A B R B R R AR T s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
238.0

11.20 11.40 11.60 11.80

5000 m/z 126.90 17.27%
51.0 .0 105.0 127.0 1540 1820 210.0
e B T A s o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80897: 9,10-Anthracenedione, 1,4-diamino- e e R
238.0 11. 20 11. 40 11. 60 11. 80

m/z 63.00 16.94%

5000
270 510 77.0 101,0119.0 1540 1810  210.0 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl3.54 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.54 11.10 ng 407149 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spiro-2"(bicvclol2.2.1Thept-5-en... 250 C15H2203 1000188-54-9 25
2 1H-1soindole-1.3(2H)-dione. 2-(4... 257 C14H8CINO2 007386-21-2 14
3 9H-Carbazole. 3.6-dinitro- 257 C12H7N304 003244-54-0 14
1-(2-CvanovinvDaziridine-2-carb... 119 C6H5N3 1000191-13-8 12
5 Acetic acid, 2-phenoxy-, (1,3,3a... 327 C18H17NO5 1000265-61-8 12
Abundance Scan 1777 (13.539 min): BM010008.D (-1770) (-) m/z 256.90 100.00%
256.9
102.0
5000 66.1
126.9 I A G
38.0 13.20 13.40 13.60 13.80
1649 1930 2280 m/z 102.00 56.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88435: Spiro-2'(bicyclo[2.2.1]hept-5-ene)-5-(1,3-dioxan-4..
66.0 164.0
127.0
5000 1930 \ |/|\|||||||||||||||
99.0 1320 13140 13.60 1380 |
m/z 66.10 51.11%
o UL
IIIIIIHIII‘HII “:‘::“l‘:‘:l: 2500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
257.0
13.20 1340 13.60 13.80
5000 76.0 m/z 258.90 34.52%
50.0 104.0

126.0 151.0 177 0 213. 0

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

Abundance #92599: 9H-Carbazole, 3,6-dinitro- A
257.0 13.20 13.40 13.60 13.80
9
164.0 m/z 126.90 30.54%
5000 227.0
138.0
20, 63.0 87.0 ‘
ol b ”;‘.M b b4 419900 b e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl5.82 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.82 2.21 ng 97784 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane-2-methanol 126 C8H140 005240-72-2 23
2 exo-Norbornanol .heptafluorobutvr... 308 C11H11F702 1000245-88-2 23
3 1H-Pvrrole-2-carboxaldehvde 95 C5H5NO 001003-29-8 23
4 N-(2-EthvlhexvD)-5-norbornene-2.... 275 C17H25N02 000113-48-4 10
5 4H-Thiopyran-3,5-dicarbonitrile, ... 344 C16H16N403S 312265-39-7 10
Abundance Scan 2165 (15.821 min): BM010008.D (-2157) (-) m/z 348.90 100.00%
34B.9
95.0
5000 66.0 126.9
309 1987 7220 15160 1530 1600 1650
e e e I o m/z 95.00 53.49Y%
m/z--> 50 100 150 200 250 300 350
Abundance #11095: Bicyclo[2.2.1]heptane-2-methanol
95.0
67.0
5000
390 15.60 15.80 16.00 16.20
\ m/z 66.00 44 .11%
I\IwU 1 f“““:“‘l HLH o “|1|26|'O| e e e e e I L I e e o
m/z--> 50 100 150 200 250 300 350
Abundance
66.0 95.0
15.|60 15.I80 16.|00 16.|20
5000 m/z 126.90 40.50%
39.0
169.0
131.0 197.0 239.0266.0
m/z--> 55 160 150 260 250 360 3%0
Abundance #2619: 1H-Pyrrole-2-carboxaldehyde i B
95.0 15.60 15.80 16.00 16.20
m/z 67.10 34.10%
66.0
5000
39.0
"hLI LA WL L L WL UL B
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.06 49.55 ng 2193550 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 2546 (18.063 min): BM010008.D (-2538) (-) m/z 73.05 100.00%
431 740
5000 J\\
97.1 129.1 213.2 L B e R R
157.1 185.2 256.3 280.8 17.80 18.00 18.20 18.40
: m/z 43.10 87.21%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 L L SR SULRLLN IR
ﬂmmmmmmm
m/z 60.00 83.39%
L TTe O amo  awo 260
miz-> 20 40 'e'o' ' "so' ! 100 'iéc')' '1'216' % 'iéc')' 200 'ééb' 240 260 280 300
Abundance
73.0
43.0 | 17.80 18.00 18.20 18140
m/ 41.10 76 .23%
5000 129.0 z 1
185.0 228.0
97.0

157.0
mmmmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

—

Abundance #65565: Tridecanoic acid R R EaEEE B
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.05 64.98%
5000 129.0
171.0
b b
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.19 27.92 ng 1235920 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 98
2 4-Tetradecvne 194 C14H26 060212-33-1 93
3 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 76
4 9-Octadecvnoic acid. methvl ester 294 C19H3402 001120-32-7 72
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 72
Abundance Scan 2738 (19.192 min): BM010008.D (-2731) (-) m/z 67.10 100.00%
67.1
5000 95.1 jhﬂ\AMN/KM~MJ
390 18:80 19.00 19.20 19.40 19.60
23.1 280.2 : : : : :
, P 2 177.0207.02360 2802 351 sz 81.05  75.65%
m/z--> 50 100 150 200 250 300 350
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
5000 AL VAR AR B B
18:80 19.00 19.20 19.40 19.60
roo m/z 41.05 63.00%
280.0
Rew RN N I “‘M 1001820000 00
m/z--> 50 150 200 250 300 350
Abundance
67.0
18:80 19.00 19.20 19.40 19.60
5000 m/z 55.10 59.23%
95.0
29.0
123.0
151.0 179
m/z--> " s0 100 150 200 250 300 350
Abundance #10327: 3,4-Octadiene, 7-methyl- R AR RREEE e o
67.0 18.80 19.00 19.20 19.40 19.60
m/z 68.05 45 .46%
5000 390 95.0
\ﬂ H “\ ‘1240
mz-> 50 100 150 200 250 300 350 | | 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadec-9-enoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.22 35.63 ng 1577290 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 86
2 1-Pentadecene 210 C15H30 013360-61-7 47
3 1-Butene. 2-ethvl-3-methvl- 98 C7H14 007357-93-9 38
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 38
5 Cyclohexadecane 224 C16H32 000295-65-8 38
Abundance Scan 2743 (19.221 min): BM010008.D (-2740) (-) m/z 55.10 100.00%

55.1

5000

1111
1802 2202 2643 19.00 19.20 19.40 19.60

m/z 69.10 90.93%

138.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107520: Octadec-9-enoic acid
55.0

83.0

19.00 19.20 19.40 19.60
m/z 41.10  79.55%

5000

138.0

180.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 19.00 19.20 19.40 19.60
5000 m/z 83.10 63.99%
111.0

140.0  182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #3327: 1-Butene, 2-ethyl-3-methyl- I EEBROEEEES sy ]
41.0 69.0 19.00 19.20 19.40 19.60
m/z 43.10 62.51%
5000
98.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Oleic Acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.26 70.07 ng 3101850 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 94
2 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 83
3 6-Tetradecene. (2)- 196 C14H28 041446-61-1 64
4 2.6-Octadienal. 3.7-dimethvl-. (E)- 152 C10H160 000141-27-5 41
5 2,6-Octadienal, 3,7-dimethyl- 152 C10H160 005392-40-5 38
Abundance Scan 2750 (19.262 min): BM010008.D (-2746) (-) m/z 55.10 100.00%
5000
111.1
138 1 264.2 19.00 19.20 19.40 19.60
Li100010312202 LS 351 7z 69.10  78.64%
m/z--> 150 200 250 300 350
Abundance #107517: Oleic Acid
55.0
5000 LN AR BN BN RO
19.00 19.20 19.40 19.60
27l ‘ 11.0 064.0 m/z 41.10  75.06%
AL m P %§?0194o?%29, [
m/z--> 50 200 250 300 350
Abundance
55.0
83.0 19.00 19.20 19.40 19.60
5000 m/z 43.10 49_.31%
264.0
270 111.0
138.0 180.0 222.0
m/z--> " 50 100 150 200 250 300 350
Abundance #53641: 6-Tetradecene, (2)-
55.0 19.00 19.20 19.40 19.60
m/z 83.10 48.63%
5000 83.0
27,0
111.0
| | I 130.0168.0%%0
m/z--> 50 100 150 200 250 300 350 19100 19,20 19.40 19.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA M\DATA\BMO051117\

BM0O10008.D

12 May 2017 05:18

SJ/MA

13079-05 DUP-0399-170509
23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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

13 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.33 18.41 ng 979046 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2761 (19.327 min): BM010008.D (-2759) (-) m/z 43.10 100.00%
431 731
5000
19.00 19.20 19.40 19.60
m/z 73.10 97 .95%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 U AR ARRA
19. 00 19.20 19.40 19.60
b0 1850 419 2840 m/z 60.00 77.70%
1.5'.0“. "“I L’“H'?I ‘M‘Ihl ‘.‘1|5‘7..0.‘ .“. \|2]:3|0| e .“. ———
m/z--> 50 100 150 200 250 300
Abundance
43.0 73.0
19.00 19.20 19.40 19.60
5000 256.0 m/z 57.10 75 .88%
129.0
213.0
101.0 157.0 185.0
m/z--> o '55' ' "160' B '150' B '260' ' "250' ' "360' L
Abundance #56043: Dodecanoic acid
73.0 19.00 19.20 19.40 19.60
43.0 m/z 41.10 74 .84%
5000
129.0
1570 200.0
s
I‘\I‘I\Iua\IHM\ H‘::‘:: ——— ——
m/z--> 50 100 150 200 250 300 19.00 19.20 19.40 19.60

8270-BM051117.

M Fri May 12 18:08:01 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 (6E,8E)-Dodecadien-1-ol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

19.47 4.70 ng 250005 Chrysene-d12 21.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (6E.8E)-Dodecadien-1-ol 182 C12H220 072648-89-6 72
2 6.8-Dodecadien-1-ol (6Z.8E) 182 C12H220 1000222-02-7 53
3 6.8-Dodecadien-1-ol (62.82) 182 C12H220 1000222-02-6 49
4 4_.5-Nonadiene 124 C9H16 000821-74-9 47
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 38

Abundance Scan 2785 (19.468 min): BM010008.D (-2782) (-) m/z 67.10 100.00%

5000

280.2 19.20 19.40 19.60 19.80

136.1163.1 1950 2411 341.1
i - m/z 41.10 69 .69%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #44040: (6E,8E)-Dodecadien-1-ol
67.0

182.0

5000
96.0 19.20 19.40 19.60 19.80

121.0 m/z 81.10 66 .49%

410“ |

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

Abundance
67.0
182.0 19.20 19.40 19.60 19.80
: 0
5000 m/z 79.00  65.29%
96.0
123.0
TTWWWWWWWWWWTWTWW”TWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #44057: 6,8-Dodecadien-1-ol (6Z,82)
67.0 19.20 19.40 19.60 19.80
m/z 95.10 41 .23%
5000 96.0
164.0
123.0 \
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.20 19.40 19.60 19.80

8270-BM051117.M Fri May 12 18:08:02 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3,4-Octadiene, 7-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.70 7.12 ng 378743 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 72
2 Cvclohexene. 3-heptvl- 180 C13H24 015232-93-6 59
3 1.E-8.Z-10-Tridecatriene 178 C13H22 080625-30-5 53
4 (Z.2)-3.6-Nonadienal 138 C9H140 021944-83-2 49
5 7-Hexadecyne 222 C16H30 074685-28-2 43
Abundance Scan 2824 (19.698 min): BM010008.D (-2819) (-) m/z 67.05 100.00%
67.0
5000{ 41.0 95.1
280.3
123.0 19.40 19.60 19.80 20.00
149.1175. 221.2 )
ol il GOS0 222 | MO 8T 10 60.510%
m/z--> 50 100 150 200 250 300 350
Abundance #10327: 3,4-Octadiene, 7-methyl-
a10 870
5000 95.0
19.40 19.60 19.80 20.00
m/z 95.10 47 .13%
‘ ‘n40
Il‘ilw‘\‘l‘llulll\llIIIIIIIIIIII T
m/z--> 50 100 150 200 250 300 350
Abundance
81.0
19.40 19.60 19.80 20.00
5000 m/z 41.00 45_79%
41.0
109.0 ;54 180.0
m/z--> 50 100 150 200 250 300 350
Abundance #41329: 1,E-8,Z-10-Tridecatriene
67.0 19.40 19.60 19.80 20.00
m/z 79.05 41 .33%
41.0
5000 95.0
178.0
| M 121.0149.0
Al ﬁ,“xﬁ.ﬁﬁ —t———————— T RS
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010008.D

Aca On : 12 May 2017 05:18

Operator : SJ/MA

ﬁ?ggle i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown20.33 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.33 3.11 ng 165640 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecanone 182 C12H220 000830-13-7 47
2 9-Decen-2-one 154 C10H180 035194-30-0 38
3 1.6-Octadiene. 3-ethoxv-3.7-dime... 182 C12H220 072845-33-1 35
4 4-Bromobenzoic acid. 2-tetrahvdr... 284 C12H13Br03 1000282-24-9 35
5 9-Heptadecanone 254 C17H340 000540-08-9 35
Abundance Scan 2931 (20.327 min): BM010008.D (-2928) (-) m/z 43.10 100.00%
5000
1630 2000 20120 20140 20,60
217.2 251.1 283.1 : : :
351 "m/z 71.05  90.45%
m/z--> 50 100 150 200 250 300 350
Abundance #44027: Cyclododecanone
58.0
98.0
5000 INUBRRABSU AR UARER
182.0 20.00 20.20 20 40 20.60
29.0 125.0 m/z 41.10 84.87%
”““”“‘1530..|....|.... .
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
20.00 20.20 20.40 20.60
5000 m/z 55.10 81.39%
71.0
97.0 1250 154.0
m/z--> éo 160 150 200 2éo 300 350
Abundance #44074: 1,6-Octadiene, 3-ethoxy-3,7-dimethyl- R R mEEE
43.0 71.0 20.00 20.20 20.40 20.60
m/z 57.10 75.04%
5000
97.0
i M JPors00 gm0 ol et T 7
m/z--> 50 100 150 200 250 300 350 20. oo 20 20 20 40 20. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO51117\

Data File : BM0O10008.D

Acq On : 12 May 2017 05:18

Operator : SJ/MA

3?22'6 i 13079-05 DUP-0399-170509
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.89 14.8 ng 314113 1 7.76 423488 20.0
unknown5 .47 5.47 151.6 ng 3209140 1 7.76 423488 20.0
2-Pentanone, 4-me... 5.96 2.6 ng 54513 1 7.76 423488 20.0
unknown7 .29 7.29 85.8 ng 1815660 1 7.76 423488 20.0
unknownll.44 11.44 49.5 ng 1617630 2 10.56 654098 20.0
unknownl13.54 13.54 11.1 ng 407149 3 14.42 733777 20.0
unknownl15.82 15.82 2.2 ng 97784 4 17.17 885316 20.0
n-Hexadecanoic acid 18.06 49.5 ng 2193550 4 17.17 885316 20.0
9,12-Octadecadien... 19.19 27.9 ng 1235920 4 17.17 885316 20.0
Octadec-9-enoic acid 19.22 35.6 ng 1577290 4 17.17 885316 20.0
Oleic Acid 19.26 70.1 ng 3101850 4 17.17 885316 20.0
Octadecanoic acid 19.33 18.4 ng 979046 5 21.36 1063620 20.0
(6E,8E)-Dodecadie... 19.47 4.7 ng 250005 5 21.36 1063620 20.0
3,4-Octadiene, 7-... 19.70 7.1 ng 378743 5 21.36 1063620 20.0
unknown20.33 20.33 3.1 ng 165640 5 21.36 1063620 20.0
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