LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\
Data File : BM0O10004.D
Aca On : 12 May 2017 02:54 Instrument :
Operator : SJ/MA gyAﬁg el

- - lentosampleld :
a?ggle : 13079-01 AOC50MW002-170509
ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA 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 4.893 302 307 318 rBV 197188 292568 4.12% 0.903%
2 5.351 380 385 394 rBV 432119 659866 9.29% 2.037%
3 5.463 397 404 418 rVV 1777726 2615960 36.84% 8.074%
4 6.939 648 655 670 rBV 388989 704215 9.92% 2.173%
5 7.298 708 716 728 rBVY 1152944 1888030 26.59% 5.827%
6 7.763 789 795 803 rBV 247598 407247 5.73% 1.257%
7 8.081 842 849 859 rBV 979659 1594292 22.45% 4.921%
8 8.933 986 994 1008 rBY 1062160 1785449 25.14% 5.510%
9 10.563 1262 1271 1272 rBV 400795 675432 9.51% 2.085%
10 11.439 1408 1420 1434 rBvV 980740 1838431 25.89% 5.674%

11 13.027 1682 1690 1697 rBV 2608840 3618814 50.96% 11.169%
12 13.539 1771 1777 1788 rBV 290669 468758 6.60% 1.447%
13 14.415 1919 1926 1937 rBV2 524696 803927 11.32% 2.481%
14 15.815 2157 2164 2169 rBV2 79274 118257 1.67% 0.365%
15 15.874 2169 2174 2176 rVV 143727 210589 2.97% 0.650%

16 15.915 2176 2181 2195 rVB 2440483 3433629 48.35% 10.597%
17 17.168 2388 2394 2406 rBV 698115 1053460 14.84% 3.251%
18 18.045 2538 2543 2550 rBV 217486 304965 4._.29% 0.941%
19 19.250 2744 2748 2756 rVB3 104114 166135 2.34% 0.513%
20 19.327 2757 2761 2771 rVB2 154271 208056 2.93% 0.642%

21 19.797 2835 2841 2847 rBV 5889648 7101165 100.00% 21.917%
22 21.050 3050 3054 3059 rBV5 80110 97491 1.37% 0.301%

23 21.356 3101 3106 3115 rBV 989477 1368138 19.27% 4.223%
24 23.650 3490 3496 3505 rBV 498396 985989 13.88% 3.043%

Sum of corrected areas: 32400863
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LSC Report - Integrated Chromatogram

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

Data File : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

ﬁ?gg le 13079-01 AOC50MW002-170509
ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM010004.D

5.46

7.30 8.93

8.08 11.44

4.89 !1

6.94 10.56

7.76
it

0
Time-->

10.00 10.50 11.00 11.50

350 400 450 5.00 5.50

6.00

650 7.00 750 8.00 850

9.00 9.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM010004.D
1980

13.03 15.92

14.42 1717

13.54 7 18.04

15 1%\%33

Time-->

ol
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BM010004.D

21.36
23.65

21.05 A_A

Time-->

21.00 2150 22.00 2250 23.00 2350 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 : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

3?22 le 13079-01 AOC50MWO002-170509
ALS Vial : 19 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 5

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

4.89 14.37 ng 292568 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 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 3-Heptadecanol 256 C17H360 084534-30-5 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 307 (4.893 min): BM010004.D (-302) (-) m/z 43.05 100.00%
43.0
5000
101.1 IR RN UL LS A
4.60 4.80 5.00 5.20
] ..e',?.?ﬁ....',|....1,2]‘?.9,....,.... 288 B Tm/z 59.10 54.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U S R
4.60 4.80 5.00 5.20
0
150 ‘ 1010 m/z 101.10 16.46%
l J
m/z--> 20 4b eb 80 160 120 140 160 180 200 220 240 260 280
Abundance
59.0
460 480 5.00 520
5000 m/z 58.00 13.71%
101.0
31.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92315: 3-Heptadecanol

460 4.80 5.00 5.20
m/z 41.10 10.80%

5000

139.0 168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.60 4.80 5.00 5.20
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Library Search Compound Report

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

Data File : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

3?22 le 13079-01 AOC50MWO002-170509
ALS Vial : 19 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 unknown5.46 Concentration Rank 1

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

5.46 128.47 ng 2615960 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methoxv-3-(2.2-dicvan... 184 C11H8N20 002972-72-7 25
2 1.1°-Biphenvl. 2-methoxv- 184 C13H120 000086-26-0 9
3 6-Cvano-5-methoxvauinoline 184 C11H8N20 1000241-27-7 9
4 4H-1.3-Oxazine. 5.6-dihvdro-2.4.... 141 C8H15NO 026939-18-4 9
5 2-Amino-5-nitropyrimidine 140 C4H4N402 003073-77-6 9

Abundance Scan 403 (5.457 min): BM010004.D (-397) (-) m/z 43.05 100.00%
43.0
183.9
5000
126.9
5.20 5.40 5.60 5.80
el 837838 ‘ - ,| 15191679 | 2069 ' "m/z 183.90 53.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45344: Benzene, 1-methoxy-3-(2,2-dicyanoethenyl)-
184.0
114.0
5000 156.0 U L R R
5.20 5.40 5.60 5.80
390 630 880 ‘ m/z 42.10 32.19%
I].IS‘I.CTI . "‘I .H . M‘- -‘HH .“l“: 'M . .‘. | .“‘ .1.4#)".0. I\‘I\I e ”. S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
184.0
520 5.40 560 580
5000 m/z 126.90 30.33%
1150 1410
150 390 630 910 165.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #45334: 6-Cyano-5-methoxyquinoline A L R
184.0 5.20 5.40 5.60 5.80
m/z 140.90 17.52%
5000
141.0
114.0
150 390 630 80 | | | 1570 \ |
m/z--> 20 40 60 80 100 120 140 160 180 200 5.0 540 560 5.80
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Library Search Compound Report

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

Data File : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

3?22 le 13079-01 AOC50MWO002-170509
ALS Vial : 19 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 unknown7.30 Concentration Rank 2

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

7.30 92.72 ng 1888030 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14

Abundance Scan 716 (7.298 min): BM010004.D (-708) (-) m/z 132.00 100.00%
132.0
68.1
5000
40.1 96.1 I IR L I I
7.00 7.20 7.40 7.60
22 "m/z 68.10 64.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 U L LR I
7.00 7.20 7.40 7.60
m/z 66.10 48_.79%
21‘0\ ) m‘ ‘ 7§0 990
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
700 720 7.40 7.60
5000 m/z 134.00 32.26%
63.0
150 390 920 1160
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R e
132.0 7.00 7.20 7.40 7.60
69.0 m/z 69.10 29 .59%
104.0
5000
31.0 510 ‘
‘ I 1 H l !
miz--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

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

Data File : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

3?22 le 13079-01 AOC50MWO002-170509
ALS Vial : 19 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 5 unknownll.44 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.44 54 .44 ng 1838430 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-lodouracil 238 C4H31IN202 000696-07-1 38
2 Benzene. l1-chloro-2-i1odo- 238 C6H4CIHI 000615-41-8 9
3 Benzene. 1-chloro-3-i1odo- 238 C6H4CII 000625-99-0 9
4 9.10-Anthracenedione. 1.4-diamino- 238 C14H10N202 000128-95-0 9
5 Benzene, l-chloro-4-iodo- 238 C6HA4CII 000637-87-6 9
Abundance Scan 1420 (11.439 min): BM010004.D (-1408) (-) m/z 237.90 100.00%
237.9
5000 83.0 A
>0 126.9 R DAL S B B
371 | 217.9 11.20 11.40 11.60 11.80
.,....--,..-.':,"|....,"....ﬂPﬁ.g.,....,???.%....,1.5?9.9 S A Tm/z 83.00  49.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81295: 5-lodouracil
238.0
%00 1950 1120 1140 160 1160
28.0 168.0 m/z 57.10 25.85%
127.0
B0 50 1050 " asio || oo |
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 111.0 m/z 126.90 19.28%
75.0
50.0
27.0 139.0 176.0 203.0
m/z--> ﬁo 45 65 86 160 150 150 1éo 1é0 260 250 250
Abundance #81317: Benzene, 1-chloro-3-iodo- T
238.0 11.20 11.40 11.60 11.80
0
1110 m/z 63.00 17.27%
5000
75.0
50.0 ‘
26.0 | I ‘ e 1520 1760 2030 ‘
m/z--> ﬁo 45 65 86 160 120 150 160 180 200 220 250 1150 1140 1160 1180
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Library Search Compound Report

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

Data File : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

3?22 le 13079-01 AOC50MWO002-170509
ALS Vial : 19 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 unknownl3.54 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.54 11.66 ng 468758 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 3.4-Dihvdrodicvclopentadiene 134 C10H14 1000113-53-5 16
3 The second isomer tricvclopentad... 198 C15H18 1000222-21-1 16
4 4.7-Methano-1H-indene. 3a.4.7.7a... 132 C10H12 000077-73-6 16
5 Bicyclo[2.2.2]oct-7-ene-2,5-dione 136 C8H802 017660-74-1 12
Abundance Scan 1777 (13.539 min): BM010004.D (-1771) (-) m/z 256.90 100.00%
25p.9
102.0
5000 66.0
126.9 A
38.0 1649 193.0 220.9 13.20 13.40 13.60 13.80
; : : m/z 102.00 57 .46%
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 . L LI L L LB L L L LB
99.0 1320 13.40 13.60 13.80 |
m/z 66.00 51.88%
o) {31l \
...l....lu...”.l“‘ \‘H‘ \\ \ “. [ ....2.5.0..()'..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
66.0
RSN ARRAAABAAAARES
13.20 13.40 13.60 13.80
5000 m/z 258.90 36.70%
39.0
150 91.0 134.0
m/z--> 25 45 eb éo 160 150 1&0 160 180 200 220 240 zéo
Abundance #55038: The second isomer tricyclopentadiene T ,f.\. e e IR m
66.0 13.20 13.40 13.60 13.80
m/z 126.90 28.14%
5000
132.0
39.0 91.0
'"I'"'“'"'I""JI""I"'“I"ﬂ' |'}?7|9"' " igﬁ ?"' [T T
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\BM051117\
Data File : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

Sample : 13079-01

Misc :

ALS Vial : 19 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 unknownl5.82 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.82 2.25 ng 118257 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane-2-methanol 126 C8H140 005240-72-2 43
2 1H-Pvrrole-2-carboxaldehvde 95 C5H5NO 001003-29-8 32
3 Tricvclol2.2.1.0(2.6)1heptan-3-ol 110 C7H100 000695-04-5 12
4 Bicvclol2.2.1Thept-5-ene-2-carbo... 131 C9HON 112893-81-9 12
5 2-Cyclohexen-1-one, oxime 111 C6HONO 003349-62-0 12
Abundance Scan 2165 (15.821 min): BM010004.D (-2157) (-) m/z 348.90 100.00%
348.9
95.1
5000 6.1 126.8
3.0 o7 1939720 15580 1550 1600 16,20
— b4 b m/Z 95.10 65.66%
m/z--> 50 100 150 200 250 300 350
Abundance #11093: Bicyclo[2.2.1]heptane-2-methanol
95.0
5000 67.0 R AR AR R RAR R R
15.60 15.80 16.00 16.20
m/z 126.80 36.00%
39,0 “
..“.“."l““.“‘ﬁul‘J‘l‘.1.26.'0. ———r T
m/z--> 50 100 150 200 250 300 350
Abundance
95.0
66.0 15.60 15.80 16.00 16.20
5000 ' m/z 66.10 33.15%
39.0
m/z--> " 'so 100 15 200 250 300 350
Abundance #5715: Tricyclo[2.2.1.0(2,6)]heptan-3-ol T A R L
66.0 15.60 15.80 16.00 16.20
m/z 67.00 32.74%
110.0
5000
sanin
m/z--> w0 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 : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

3?22 le 13079-01 AOC50MWO002-170509
ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.04 5.79 ng 304965 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2542 (18.039 min): BM010004.D (-2538) (-) m/z 73.00 100.00%
43.0 730
5000
97.1 129.0 213.2 N S B RN
1711 256.2 o1 o 17.80 18.00 18.20 18.40
: m/z 43.05 85.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000
17.80 18.00 18.20 18.40
120.0 256.0 m/z 41.05 82.28%
97.0 . .
||||||||||‘||“||‘|‘|H|‘||“‘2H|||‘”|‘||‘|‘||||‘|||||||‘|]|-7|-}.|?|‘||| szll\3|.0”” RREIRERES RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
17.80 18.00 18.20 18.40
5000 m/z 60.10 81.34%
1290 242.0
97.0 199.0
150.0171.0
mmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46616: Undecanoic acid b A Rmama ma
60.0 17.80 18.00 18.20 18.40

m/z 55.10 77.61%

5000 29.0

157.0 186.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40

8270-BM051117.M Fri May 12 18:05:27 2017 Page: 9



Library Search Compound Report

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

Data File : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

3?22 le 13079-01 AOC50MWO002-170509
ALS Vial : 19 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 Oleic Acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.25 3.15 ng 166135 Phenanthrene-d10 17.17

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 93
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 89
3 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 43
4 3-Undecanol. 2.3-dimethvl- 200 C13H280 1000149-68-6 43
5 3,7-Nonadien-2-one, 4,8-dimethyl- 166 C11H180 000817-88-9 38

Abundance Scan 2748 (19.250 min): BM010004.D (-2744) (-) m/z 55.10 100.00%

5000

207.1

19.00 19.20 19.40 19.60
m/z 69.05  77.57%

139.1 165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107517: Oleic Acid

5000
29.0 19.00 19.20 19.40 19.60

m/z 41.10 58.81%

138.0 165.0 104.0 222.0

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0 19.00 19.20 19.40 19.60
m/z 83.05 56.81%
5000 2640
29.0 111.0

138.0 1800  222.0

mmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107523: 6-Octadecenoic acid, (2)-

19.00 19.20 19.40 19.60
m/z 97.10 48.62%

83.0
5000

137.0

180.0 222.0

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 : BM010004.D

Aca On : 12 May 2017 02:54

Operator : SJ/MA

3?22 le 13079-01 AOC50MWO002-170509
ALS Vial : 19 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.33 3.04 ng 208056 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58

Abundance Scan 2762 (19.333 min): BM010004.D (-2757) (-) m/z 43.05 100.00%

| 19.00 19.20 19.40 19.60
.nJL, e | m/z 60.00 94.06%

43.0 ,73.0
5000
1291 1851
12 2412 284.2
' ;131

mz--> 15 200 300 350 ) )
Abundance #108843: Octadecanoic aC|d
43.0
5000 129.0
19.00 19.20 19.40 19.60
‘ 1850 o419 2840 m/z 73.05 91.55%
1|5-|0\‘| H"luH ‘m\ m f1570\ ‘ |?1.3..0‘. .“ o .“. ———
m/z--> 200 250 300 350
Abundance
43.0 73.0
R R R N S SR a
19.00 19.20 19.40 19.60
5000 129.0 m/z 41.00 84.27%
199.0 242.0

101.0 157.0

m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0 19.00 19.20 19.40 19.60
m/z 55.00 74.68%
73.0
129.0
185.0
213.0241.0
A “F%LJL | e s 3120 3720

m/z--> 50 150 200 250 300 350 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

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

Data File : BM010004.D

Acq On : 12 May 2017 02:54

Operator : SJ/MA

3?22 le 13079-01 AOC50MW002-170509
ALS Vial : 19 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 14.4 ng 292568 1 7.76 407247 20.0
unknown5 .46 5.46 128.5 ng 2615960 1 7.76 407247 20.0
unknown? .30 7.30 92.7 ng 1888030 1 7.76 407247 20.0
unknownll.44 11.44 54_4 ng 1838430 2 10.56 675432 20.0
unknownl13.54 13.54 11.7 ng 468758 3 14.42 803927 20.0
unknownl15.82 15.82 2.3 ng 118257 4 17.17 1053460 20.0
n-Hexadecanoic acid 18.04 5.8 ng 304965 4 17.17 1053460 20.0
Oleic Acid 19.25 3.1 ng 166135 4 17.17 1053460 20.0
Octadecanoic acid 19.33 3.0 ng 208056 5 21.36 1368140 20.0
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