LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 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-BM051917.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.069 333 337 345 rBV 132205 195099 2.12% 0.461%
2 5.528 406 415 423 rBV 657515 979625 10.65% 2.313%
3 7.128 681 687 698 rBV 414097 747059 8.12% 1.764%
4 7.487 740 748 758 rBVY 1269839 2005618 21.80% 4_.736%
5 7.945 820 826 838 rVB 469480 763973 8.30% 1.804%
6 8.269 871 881 894 rBVY 1876525 3092981 33.61% 7.303%
7 9.133 1019 1028 1035 rBvV 1389015 2294074 24.93% 5.417%
8 9.457 1076 1083 1090 rVB3 161487 279739 3.04% 0.661%
9 10.122 1188 1196 1203 rBV2 103294 176276 1.92% 0.416%
10 10.286 1216 1224 1232 rVB2 99226 231832 2.52% 0.547%

11 10.751 1297 1303 1314 rVB 550439 972354 10.57% 2.296%
12 10.916 1326 1331 1338 rVB6 56503 111597 1.21% 0.264%
13 12.092 1527 1531 1539 rVB2 95605 158768 1.73% 0.375%
14 13.198 1713 1719 1725 rBV 3810113 5639080 61.28% 13.315%
15 14.039 1856 1862 1867 rBV 485598 650795 7.07% 1.537%

16 14.504 1936 1941 1947 rBvV2 113757 170531 1.85% 0.403%
17 14.580 1947 1954 1962 rBV2 820026 1302589 14.16% 3.076%
18 15.757 2148 2154 2160 rVB 88402 137560 1.49% 0.325%
19 16.068 2201 2207 2210 rBV 2081519 2970322 32.28% 7.014%
20 16.098 2210 2212 2219 rVB 795116 937405 10.19% 2.213%

21 16.609 2293 2299 2307 rBV 605898 855296 9.30% 2.020%
22 17.321 2415 2420 2431 rVB2 1154269 1747026 18.99% 4.125%
23 18.174 2560 2565 2576 rBV 264525 422048 4_59% 0.997%
24 18.986 2699 2703 2706 rVB4 84214 108101 1.17% 0.255%
25 19.445 2776 2781 2793 rBV2 228176 471715 5.13% 1.114%

26 19.703 2821 2825 2829 rBV 167538 232580 2.53% 0.549%
27 19.927 2857 2863 2868 rBV 7716693 9201422 100.00% 21.727%

28 21.480 3123 3127 3133 rVB 2014961 2540803 27.61% 6.000%
29 23.844 3523 3529 3542 rVB2 1424539 2953819 32.10% 6.975%

Sum of corrected areas: 42350087
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM010211.D

8.27
7.49

5.53

7.13

7.95

5.07

9.13

9.46

101229

10.75

0.92

0
Time-->

R e S SHSSMESPMMINININ SASMIE | SMIMEEEMIIMESMESNSE | MM SAMP WAL S

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM010211.D
19,93

13.20

16.07

17.32

L

16.10
15.76

16.61

14.04
14.50

1899 19.449.70

12,09 e

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM010211.D

21.48
23.84

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\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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.

5.07 5.11 ng 195099 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Dimethadione 129 C5H7NO3 000695-53-4 28
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 337 (5.069 min): BM010211.D (-333) (-) m/z 43.05 100.00%
43.0
5000
101.1
480 5.00 5.20 5.40
o S ...-L..??,i‘...-,....,....,....,.?.7.79... 220 L0 Thyz 59.05 73.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR RS SR L AR

4.80 5.00 5.20 5.40
m/z 101.10  28.44%

‘% 101.0
o - N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R LN B s
4.80 5.00 5.20 5.40
5000 m/z 58.10 17 .15%
101.0
15.0

o 69.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12397: Dimethadione

4.80 5.00 5.20 5.40
m/z 41.10 11.87%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 unknown7.49 Concentration Rank 2

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

7.49 52.50 ng 2005620 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 749 (7.492 min): BM010211.D (-740) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 UL R L L IR
40.0 7.20 7.40 7.60 7.80
ol ! 1930 221.0 28301 "m/z 68.10 47.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 U R L L IR
69.0 7.20 7.40 7.60 7.80
39.0 m/z 66.10 38.69%
' 103.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
e
7.20 7.40 7.60 7.80
5000 97.0 m/z 134.10 33.04%
210 70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl- R ma L
132.0 7.20 7.40 7.60 7.80
m/z 69.10 24 .35%
5000

63.0 104.0
15.0 39\0\\ H by | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 unknown9.46 Concentration Rank 4

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

9.46 5.75 ng 279739 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde. (3.3-dimethvlcyclo... 152 C10H160 026532-25-2 38
2 Cvclopentene.l1-(2-propenvl)- 108 C8H12 037689-19-3 30
3 2H-Inden-2-one. octahvdro-3a-met... 152 C10H160 013351-29-6 30
4 Bicvclol3.3.0loctan-3-one. 6-iod... 264 C9H13I0 1000150-13-4 27
5 2-l1sopropylidene-5-methylhex-4-enal 152 C10H160 003304-28-7 25

Abundance Scan 1084 (9.463 min): BM010211.D (-1076) (-) m/z 109.10 100.00%
M1 69.1 10p.1
5000
9.20 9.40 9.60 9.80
o} m/z 69.10 96.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24190: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E)-
109.0
41.0
5000 69.0 152.0
9.20 9.40 9.60 9.80
93/0 m/z 108.20 94 .44%
0 .1.5.'0| : U. : N' .“lHl“l ‘.M‘. e I‘M\I .‘d‘. .‘l“l].-3.4.‘(|). .‘.‘. e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0
530 550 9k oko ok
0
5000 30,0 m/z 95.10 86.58%
15.0 109.0
S S S I SR L L S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24098: 2H-Inden-2-one, octahydro-3a-methyl-, cis-
41.0 95.0 9.20 9.40 9.60 9.80
152.0 m/z 41.10 82.41%
67.0
5000
0: |||||||||||||||||||||||1|2|4.|0|||||||||||||||||||||| P e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.12 3.63 ng 176276 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 95
2 Benzene. 1-butenvl-. (E)- 132 C10H12 001005-64-7 91
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 86
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 70
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 70
Abundance Scan 1196 (10.122 min): BM010211.D (-1188) (-) m/z 119.10 100.00%
119.1
5000
1 207.2 9.80 10.00 10.20 10.40
o} L m/z 117.10 88.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13621: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 S RREAN RN AR AR
91.0 9.80 10.00 10.20 10.40
90 650 ‘ m/z 91.10 43.74%
0 .1.5.'?.‘...‘luu“lul“.‘..‘l“‘lu.‘l.l‘l‘...‘lulﬂ‘:oluuu.|....|....|....
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
117.0
9.80 10.00 10.20 10.40
5000 m/z 115.10 38.47%
91.0
51.0
o 28.0 75.0 133.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Benzene, 2-butenyl-
117.0 9.80 10.00 10.20 10.40
m/z 132.10 32.34%
91.0
5000
390 65.0
‘ 138.0
0...,&..,”W.‘ o | SN S G
m/z--> 20 40 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 3-Cyclohexen-1-ol, 4-methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.29 4.77 ng 231832 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexen-1-ol. 4-methvl-1-(1... 154 C10H180 000562-74-3 50
2 trans-1-Methoxv-1-butene 86 C5H100 010034-13-6 38
3 1-Propene. 3-methoxv-2-methvl- 86 C5H100 022418-49-1 38
4 2-Butene. 1-methoxv-. (E)- 86 C5H100 010034-14-7 38
5 Cycloheptane, methoxy- 128 C8H160 042604-04-6 38
Abundance Scan 1225 (10.292 min): BM010211.D (-1216) (-) m/z 71.05 100.00%
71.0
43.1
5000
10.00 10.20 10.40 10.60
0 m/z 43.10 58.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25653: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-
71.0
5000 43.0 93.0 111.0 LI IS SN LN B
10.00 10.20 10.40 10.60
m/z 69.20 53.04%
‘ 136.0 154.0
0! 27.0 l.“l“‘..‘l”.luu‘l.‘l‘.‘..lluu.‘.|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 71.0
10.00 10.20 10.40 10.60
5000 m/z 41.05 40.34%
15.0
87.0
e L U L L W W S S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1793: 1-Propene, 3-methoxy-2-methyl- R ERREREEEEE
71.0 10.00 10.20 10.40 10.60
m/z 67.05 35.22%
41.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 unknownl10.92 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.92 2.30 ng 111597 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 42
2 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 27
3 8a-Methvl-decahvdro-naphthalene-... 184 C11H2002 1000185-34-4 27
4 4-Ethvl-2-hexvnal 124 C8H120 071932-97-3 22
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 007764-50-3 22
Abundance Scan 1332 (10.922 mm) BM010211.D (-1326) (-) m/z 108.10 100.00%

5000 410 8Ll
65 Trrrrrryrrrr[rrrrrrrr
| 10.60 10.80 11.00 11.20
O m/z 133.10 71.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24326: Naphthalene, decahydro-2-methyl-
41.0 95.0
67.0 152.0
5000
10.60 10.80 11.00 11.20
1100 m/z 95.10 64.06%
260 1| ) | ||
ol 20 Wl L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95.0
67.0
410 10.60 10.80 11.00 11.20
5000 m/z 81.10 49 .50%
152.0
110.0
137.0
26.0
o el gl ol L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45264: 8a-Methyl-decahydro-naphthalene-1,8-diol
95.0 148.0 10.60 10.80 11.00 11.20
m/z 67.05 45 .09%
122.0
5000
410 670
L T
P SN T P O O ™ T . il i A A
m/z--> 20 40 60 80 100 1 140 160 180 200 10.60 10.80 11. 00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 Phenol, m-tert-butyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.09 3.27 ng 158768 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 90
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 90
3 4.6-Bis(4-ethoxvbenzvlthio)-5-ni... 457 C22H23N304S2 325957-76-4 53
4 Acetophenone. 47-methoxv- 150 C9H1002 000100-06-1 50
5 Benzene, l-methoxy-4-(1-methylet... 150 C10H140 004132-48-3 49

Abundance Scan 1531 (12.092 min): BM010211.D (-1527) (-) m/z 135.10 100.00%
136.1
5000 107.1
390 77.0 { 11,80 12,00 12,20 12.40
I T W e ! ol 308 s77107.10 0 46.68%
m/z--> 50 100 150 200 250 300
Abundance #22640: Phenol, m-tert-butyl-
135.0
5000
107.0 11.80 12.00 12.20 12.40
m/z 150.05 22 .53%
410 474
01.5'.0.‘.‘|“.”.‘..“|‘...‘. ‘....|....|.... ——
m/z--> 50 100 150 200 250 300
Abundance
135.0
A
11,80 12.00 12.20 12.40
5000 m/z 95.10 15.35%
107.0
410 474
15.0
LA S L WL L WL L WL |
m/z--> 50 100 150 200 250 300
Abundance #165087: 4,6-Bis(4-ethoxybenzylthio)-5-nitropyrimidine e T R BB,
135.0 11.80 12.00 12.20 12.40
m/z 39.00 14 .03%
107.0
5000
77.0
0 ?gol' o T - T }?ZP' | S %99? T A R SRR SN B
m/z--> 50 100 150 200 250 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 unknownl14.50 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.62 ng 170531 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvlcvclopent-1-ene-1-carboxy... 140 C8H1202 036258-07-8 38
2 2.4-Hexadiene. 2.3-dimethvl- 110 C8H14 005678-98-8 38
3 2-Cvclohexen-1-one. 3.4.4-trimet... 138 C9H140 017299-41-1 30
4 2-Cyclopenten-1-one. 3.4-dimethvl- 110 C7H100 030434-64-1 30
5 4-Hepten-3-ol, 4-methyl- 128 C8H160 081280-12-8 22
Abundance Scan 1940 (14.498 min): BM010211.D (-1936) (-) m/z 43.10 100.00%
43.1 108.1
5000
14:20 14.40 14.60 14.80
01 m/z 108.10 87.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17807: 5-Ethylcyclopent-1-ene-1-carboxylic acid
111.0
95.0
5000 67.0
140.0 14.20 14.40 14.60 14.80
41.0 m/z 95.05 58.86%
0 |||||‘i“||‘|“|||‘H||M|“||‘|“l‘|||‘l||”|‘||||‘||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0 95.0
410 14:20 14.40 14.60 14.80
5000 m/z 99.00 54 _.24%
26.0 111.0
L S L U W S L S B UL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16964: 2-Cyclohexen-1-one, 3,4,4-trimethyl-
93.0 14.20 14.40 14.60 14.80
41.0 m/z 111.00 50.47%
68.0
5000 138.0
ALl e
0 IIHI .‘Hl ,‘l”.“. .“i‘. |‘|H|‘|||“l : IH' — |‘i||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80

8270-BM051917 .M Tue Jun 06 13:37:12 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 Tributyl phosphate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.11 ng 137560 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 80
2 DL-9-CYANO-2.2-ETHYLENEDIOXY-TRA... 221 C13H19NO2 1000243-52-3 50
3 Tetrahvdrofuran-2-one. 3-T2-pent... 168 C10H1602 1000132-08-6 50
4 2-Octen-4-one. 2-methoxv- 156 C9H1602 024985-48-6 47
5 n-Hexyl methylphosphonofluoridate 182 C7H16FO2P 113548-89-3 47
Abundance Scan 2155 (15.762 min): BM010211.D (-2148) (-) m/z 99.00 100.00%
9d.0
5000
57.0 155.1 oy ooty apo e
125.0 2112 267.1 15.40 15.60 15.80 16.00
0 ...,....l,||...'!|,.:'-|.7.,-..-. . ..-!-.,....',-...'-|.,.-'.l.1.ﬁ‘?.°.. ot | Tm/z 155.10  24.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #97591: Tributyl phosphate
99.0
5000
29.0 15.40 15.60 15.80 16.00
57.0 155.0 m/z 57.05 24 .06%
‘ ‘ 125.0 211.0
0'“|w'ﬂ“'M'“w'”'w“'th T “'?%q"ﬂ"“'v'“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
99.0
15.40 15.60 15.80 16.00
5000 m/z 41.00 16.78%
o270 550 700 125.0 14701670 199 2210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #34455: Tetrahydrofuran-2-one, 3-[2-pentenyl]-4-methyl- R AR EEEEE T
99.0 15.40 15.60 15.80 16.00
m/z 43.10 11.84%
5000 430
0 L 69\\0 | 12401440 168.0
m/z--> 20 4'0 60 8|0 100 120 140 1('30 180 200 220 240 260 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 Benzenesulfonamide, N-ethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.61 9.79 ng 855296 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-ethvl-4-me... 199 C9H13N0O2S 000080-39-7 97
2 Benzenesulfonamide. N-n.-butvl-4... 283 C15H25N02S 010285-94-6 91
3 Acetic acid. 2-(4-methviphenvilsu... 243 C10H13N04S 002645-02-5 90
4 Benzenesulfonamide. N-butvl-4-me... 227 C11H17NO2S 001907-65-9 86
5 Carbamic acid, methyl[(4-methylp... 243 C10H13NO4S 032258-50-7 83
Abundance Scan 2299 (16.609 min): BM010211.D (-2293) (-) m/z 91.10 100.00%
91.1
155.0
184.1
5000
#0 16.20 16.40 16.60 16.80 17.00
ol bp o | 2208 § L | 2212 2670 32693551 7515 00 76.81%
m/z--> 0 50 100 150 200 250 300 350
Abundance #55743: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0
5000 184.0 L LN AN NI B
16.20 16.40 16.60 16.80 17.00
m/z 184.10 59.62%
39.0
04['0..“. L\\I\ .“.‘. \‘IJI'ZIO'IOI Ih' : I\I‘I ——— —
m/z--> 0 50 100 150 200 250 300 350
Abundance
910 155.0184.0 \ B | R
16.20 16.40 16.60 16.80 17.00
5000 57.0 268.0 m/z 65.05 32.72%
240.0
O |%299 Tt ?{2?' LU UL
m/z--> 0 50 100 150 200 250 300 350
Abundance #84026: Acetic acid, 2-(4-methylphenylsulfonylamino)-, met... RAREE Ry
91.0 16.20 16.40 16.60 16.80 17.00
155.0 m/z 199.10 14.01%
184.0
5000
40.0
X O 7 Y0 A . N | CN | G
m/z--> 0 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.17 4.83 ng 422048 Phenanthrene-d10 17.32
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 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 42

Abundance Scan 2564 (18.168 min): BM010211.D (-2560) (-) m/z 73.10 100.00%

5000
157.1 185.1 I LI e e e e o e e
17.80 18.00 18.20 18.40
281.0 342.1
0] m/z 43.10 73.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LA L L L L LB L
17.80 18.00 18.20 18.40
m/z 60.10 72.46%
R H 980 20 4710 2130 2P0
IIIIIIIIIIIIIIII II‘II IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTTT IIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
73.0
43.0 17.80 18.00 18.20 18.40
m/z 41.10 70.58%
5000 1290
185.0 228.0
. 9.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #65562: Tridecanoic acid L BRERE RS
43.0 73.0 17.80 18.00 18.20 18.40
’ m/z 55.05 62.51%
5000
129.0 1710 2140
L Ao |
0 u”Wu.m hLW”“.”.“”.“.L”.“.””.”.””.”.“”.”q“. e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 80 18. OO 18 20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010211.D

Aca On : 25 May 2017 10:48

Operator : SJ/MA

Sample = 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 13 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.44 3.71 ng 471715 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 35

Abundance Scan 2780 (19.439 min): BM010211.D (-2776) (-) m/z 73.10 100.00%

1

5000
19.20 19.40 19.60 19.80
344.2 401.1 489.2
0 m/z 43.10 71.99%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #108843: Octadecanoic acid
43.0
5000 129.0 N —
3.0 19.20 109. 40 19. 60 19. 80
185.0 541 o 2840 m/z 55.05 71.31%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
R S N EBERE e
19.20 19.40 19.60 19.80
5000 2840 m/z 60.10 66.33%
83.0 129.0
185.0
241.0 372.0
O I A o o o o o o e L o B e o |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75071: Tetradecanoic acid

.0 19.20 19.40 19.60 19.80
m/z 41.10 65.19%

7

5000 129.0

29. 185.0 228.0

m/z--> 0 50 100 150 200 250 300 350 400 450 19.20 19. 40 19. 60 19. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052417\
Data File : BM010211.D

Acq On : 25 May 2017 10:48

Operator : SJ/MA

Sample - 13309-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .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... 5.07 5.1 ng 195099 1 7.95 763973 20.0
unknown? .49 7.49 52.5 ng 2005620 1 7.95 763973 20.0
unknown9 .46 9.46 5.8 ng 279739 2 10.75 972354 20.0
Benzene, l-methyl... 10.12 3.6 ng 176276 2 10.75 972354 20.0
3-Cyclohexen-1-ol... 10.29 4.8 ng 231832 2 10.75 972354 20.0
unknown10.92 10.92 2.3 ng 111597 2 10.75 972354 20.0
Phenol, m-tert-bu... 12.09 3.3 ng 158768 2 10.75 972354 20.0
unknown14 .50 14.50 2.6 ng 170531 3 14.58 1302590 20.0
Tributyl phosphate 15.76 2.1 ng 137560 3 14.58 1302590 20.0
Benzenesulfonamid... 16.61 9.8 ng 855296 4 17.32 1747030 20.0
n-Hexadecanoic acid 18.17 4.8 ng 422048 4 17.32 1747030 20.0
Octadecanoic acid 19.44 3.7 ng 471715 5 21.48 2540800 20.0
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