LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1I\BNA F\METHODS\8270-BF050916.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 1.735 12 13 50 rVB 4946996 10250816 100.00% 22.366%
2 5.199 314 316 328 rBVY 1569565 1800158 17.56% 3.928%
3 6.273 408 410 417 rBV 1074657 1161085 11.33% 2.533%
4 6.387 417 420 422 rBVY 2658534 3414521 33.31% 7 .450%
5 6.604 437 439 442 rBV 651844 919541 8.97% 2.006%
6 6.764 451 453 456 rBY 3070599 3013457 29.40% 6.575%
7 7.187 488 490 491 rvVv 2948057 3009114 29.35% 6.566%
8 7.210 491 492 494 rVvV 514385 490921 4_.79% 1.071%
9 7.370 503 506 510 rVB3 65964 130023 1.27% 0.284%
10 7.587 520 525 527 rVB2 53200 109135 1.06% 0.238%

11 7.644 527 530 532 rBV 139874 156396 1.53% 0.341%
12 7.702 532 535 540 rBV5 64084 120637 1.18% 0.263%
13 7.839 544 547 550 rBvV2 61376 122410 1.19% 0.267%
14 7.896 550 552 556 rBV 1149373 1287510 12.56% 2.809%
15 8.056 563 566 567 rBv2 113109 112831 1.10% 0.246%

16 8.662 616 619 622 rBv4 130820 307617 3.00% 0.671%
17 8.982 644 647 649 rBV 4755010 4650341 45.37% 10.146%
18 9.153 661 662 665 rVvB3 89985 107060 1.04% 0.234%
19 9.267 667 672 673 rBV5 36620 119107 1.16% 0.260%
20 9.347 676 679 681 rvv4 83846 170430 1.66% 0.372%

21 9.382 681 682 688 rvv3 69967 113662 1.11% 0.248%
22 9.462 688 689 691 rvB2 105217 115666 1.13% 0.252%
23 9.576 697 699 702 rvB2 265838 301262 2.94% 0.657%
24 9.645 703 705 707 rBV 1329571 1272758 12.42% 2.777%
25 9.976 731 734 736 rBv4 124124 259553 2.53% 0.566%

26 10.010 736 737 740 rvv3 130257 169856 1.66% 0.371%
27 10.090 742 744 745 rVB2 119363 128549 1.25% 0.280%
28 10.159 746 750 752 rBv2 105322 164213 1.60% 0.358%
29 10.353 765 767 769 rVB 100445 103764 1.01% 0.226%
30 10.399 769 771 772 rVV 423860 450419 4_.39% 0.983%

31 10.433 772 774 777 rVV2 2340366 2891267 28.21% 6.308%
32 10.490 777 779 782 rvv2 181110 231915 2.26% 0.506%
33 10.548 782 784 787 rVvV2 194750 329561 3.21% 0.719%
34 10.982 820 822 826 rBv4 159661 206098 2.01% 0.450%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 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-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.119 832 834 837 rBv2 971985 1168570 11.40% 2.550%

36 11.199 840 841 844 rVB 125706 168303 1.64% 0.367%
37 11.679 881 883 888 rvv2 202310 258084 2.52% 0.563%
38 11.793 891 893 899 rVB3 164456 236440 2.31% 0.516%
39 12.456 949 951 953 rBV 105378 111928 1.09% 0.244%
40 12.708 970 973 976 rBV 3342838 3899558 38.04% 8.508%

41 13.611 1050 1052 1058 rBV 78637 120783 1.18% 0.264%
42 13.748 1061 1064 1067 rBV 1045000 966212 9.43% 2.108%
43 15.108 1180 1183 1186 rBVY 629679 710530 6.93% 1.550%

Sum of corrected areas: 45832061
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance :
UnSEGE TIC: BF086999.D
1|74
4000000
6.76
7.19
3000000 6.39
2000000
5.20
6.27
1000000
6.60 2121
N \ 7.37 7.
(O b i A L e e e o e e e e e e e e e B B I s S Sy i ws B s B e R B B
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance :
UnGEGE TIC: BF086999.D
8198
4000000
12.71
3000000
10.43
2000000
9.64
7.90 11.12
1000000 10l0
omanado §9a8s 109
7 54 g 8.06 8.66 9.15 96 1.20 116879 12.46 L
(0 B E — ——— ——— ——— ——— — — —— R
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance :
UnSEGE TIC: BF086999.D
4000000
3000000
2000000
13.75
1000000
15.11
.6
O 17 = e = e e T T
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 : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.39 Concentration Rank 2

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

6.39 74.27 ng 3414520 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 420 (6.387 min): BF086999.D (-417) (-) m/z 132.10 100.00%
13%.1
5000 68.1
400 541 | %.1 6.00 6.0 6.40 6.60 6.80
O bl el 783 ageousa W 268 10 38.98%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I RS IR I
6.00 6.20 6.40 6.60 6.80
210 510 m/z 134.10 33.47%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.0 6.80
5000 67.0 m/z 66.05 26.65%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.11%
5000
33.0 44.0 0.0 105.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 19

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

7.37 2.02 ng 130023 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 83
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 72
3 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 72
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 72
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 72

Abundance Scan 506 (7.370 min): BF086999.D (-503) (-) m/z 119.10 100.00%
119.1
105.1
5000
91.0 148.1
390 551 77.0 |y 11 7.00 7.20 7.40 7.60 7.80
Obrrrprrrrrrrerrrreprrrer bl i b | m/Z 105.10  66.09%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21844: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000
7.00 7.20 7.40 7.60 7.80
m/z 148.10 28.90%
148.0
0 27\.0 4\]‘"0 L 63.\0 77\.0 9]‘"0 10\5.0 \‘ ‘ 133.0
miz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 91.00 27 .46%
91.0 134.0
77.0 105.0
o 27.0 51.0 4.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 \
Abundance #14373: Benzene, 1-ethyl-3,5-dimethyl- AV BN HL L s Rt
119.0 7.00 7.20 7.40 7.60 7.80
m/z 106.10 14 .47%
5000 134.0
39.0 77.0 910 1050
...2,'.(.)..,1.?.'9,...‘.,....‘,‘....5,?‘.'(.).,.‘;a.,...‘:‘,....,‘.... Y PR S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 16

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

7.64 2.43 ng 156396 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 021368-68-3 98
2 Bicvclol2.2_.11Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 97
3 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-49-3 97
4 Camphor 152 C10H160 000076-22-2 93
5 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 003588-18-9 38

Abundance Scan 530 (7.644 min): BFO86999 D (-527) (-) m/z 95.10 100.00%

411 9.
81.1
5000 ' .

7.40 7.60 7.80 8.00
m/z 41.10 81.71%

0!

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24227: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (.+/-.)
41.0 95.0
81.0
5000 550 LA L L L L L
27.0 67.0 108.0 7.40 7.60 7.80 8.00
‘ 152.0 m/z 81.10 71.37%
PR | N YT T 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
81.0 e R A
410 7.40 7.60 7.80 8.00
5000 : m/z 55.10 53.61%
55.0 67.0 108.0
152.0
27.0
0. 150 123.0 137.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24211: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)- A e e
95.0 7.40 7.60 7.80 8.00
81.0 m/z 39.10 41.07%
5000 108.0
41.0
55.0
Nl T /ANVM/W
270 o
0..ﬂ?fﬂ.nhu”.Jﬂh..‘t” clletdll L | 12803870 L iiddiact A dehdnadhd
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown8.66 Concentration Rank 5

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

8.66 4.78 ng 307617 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentvne. 5-methoxv- 98 C6H100 062108-18-3 41
2 5-Hexenal. 4-methvlene- 110 C7H100 017844-21-2 25
3 3-0Octvne 110 C8H14 015232-76-5 25
4 4-Octene. 2.3.7-trimethvl-. IS-(... 154 C11H22 052763-13-0 25
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 25

Abundance Scan 619 (8.662 min): BF086999.D (-616) (-) m/z 41.10 100.00%
) 67.0

5000

109.1 125.0

8.40 8.60 8.80 9.00

0 m/z 67.05 95.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3136: 2-Pentyne, 5-methoxy-
41.0 67.0
97.0
5000 LI LL  ILL L LL L L
2710 8.40 8.60 8.80 9.00
83.0 m/z 69.10 75.98%
Ot Wt ol e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
67.0
R A RARRE maa
8.40 8.60 8.80 9.00
5000 53.0 m/z 39.10 68.30%
39.0 82.0
o 24.0 96.0 110.0
T e e T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5745: 3-Octyne RN R B
67.0 8.40 8.60 8.80 9.00
m/z 55.10 62.80%
41.0
5000 81.0
27.0
95.0
‘ ‘ ‘ 110.0
0 .¢.Hwkﬁwaﬂﬂn.Mﬂ.u.,.ﬂ..,.”.,....,....,. S —
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Diphenylmethane Concentration Rank 12

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

9.35 2.68 ng 170430 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DiphenvImethane 168 C13H12 000101-81-5 64
2 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 62
3 Acetamide. N-cvcloheptvl-2.2-dip... 307 C21H25NO 351062-01-6 53
4 Spiro(tricvclol6.2.1.0(2.7)Tunde... 168 C13H12 022003-58-3 52
5 Nordiphenamid 225 C15H15NO 000954-21-2 50

Abundance Scan 679 (9.347 min): BF086999.D (-676) (-) m/z 167.10 100.00%
1

5000

9.00 9.20 9.40 9.60
m/z 168.10 92 .00%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #34865: Diphenylmethane

.0

5000
9.00 9.20 9.40 9.60
m/z 165.10 40.66%
115.0139.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
168.0
N LIS LSS IS R
9.00 9.20 9.40 9.60
5000 m/z 147.10 31.56%
83.0
0 28.0 51.0 115.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121319: Acetamide, N-cycloheptyl-2,2-dipheny!- R B g
167.0 900 920 940 9.60

m/z 91.05 25.47%

5000
55.0 970
33. ‘ ‘ 139.0 211.0 278.0 307.0

e L bt i N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Benzeneacetaldehyde, 2-meth... Concentration Rank 6

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

9.58 4.73 ng 301262 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. 2-methoxv-.... 178 C11H1402 053155-90-1 53
2 4-Hvdroxv-3-phenvl-4H-1.2.4-tria... 161 C8H7N30 031409-47-9 38
3 3-Ethvl-7-hvdroxvphthalide 178 C10H1003 000485-26-7 27
4 2-Acetvlbenzoic acid 164 C9H803 000577-56-0 25
5 2-(1-Cyclohexenyl)cyclohexanone 178 C12H180 001502-22-3 16

Abundance Scan 699 (9.576 min): BF086999.D (-697) (-) m/z 149.10 100.00%
149.1
e i \J\vadvm_,w\ﬂkyw\ak_J\,~ﬂ
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
1631 9.20 9.40 9.60 9.80
o} m/z 145.10 72.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41129: Benzeneacetaldehyde, 2-methoxy-.alpha.,5-dimethyl-
149.0
5000 ISR S SR
1.0 9.20 9.40 9.60 9.80
70 | 190 1o 178.0 m/z 178.10  49.16%
39.0 105.0
o280 L 20 L LT -‘-“. L aes0 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
104.0 IR SR SR
77.0 1610 9.20 9.40 9.60 9.80
5000 ' m/z 91.10 48.93%
28.0 51.0 91.0 118.0 M
132.0
L L L L L UL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40824: 3-Ethy| 7- hydroxyphthallde | LA LA BN B
149.0 9.20 9.40 9.60 9.80
m/z 77.10 46.76%
5000 1210 178.0
39.0 65.0 93.0
O T T T T T ISR R S
m/z--> 20 40 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown9.98 Concentration Rank 8

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

9.98 4.08 ng 259553 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Indol-2-one. 1.3-dihvdro-1-me... 147 C9HO9NO 000061-70-1 46
2 2H-Indazol-3-amine. 2-methvl- 147 C8HON3 097990-19-7 43
3 2H-Benzotriazole. 2-ethvl- 147 C8HON3 016584-04-6 43
4 2-Carboxycinnamic acid 192 C10H804 000612-40-8 43
5 Benzene, 1,4-bis(l-methylethyl)- 162 C12H18 000100-18-5 38

Abundance Scan 734 (9.976 min): BF086999.D (-731) (-) m/z 147.10 100.00%
147.1
5000 91.1
43.1 117.1 163.1 W\Mj\/\,\/m
65.0 192.1 9.60 9.80 10.00 10.20
0! m/z 91.10 42 .67%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #21621: 2H-Indol-2-one, 1,3-dihydro-1-methyl-
5000 ISR UV UGS
9.60 9.80 10.00 10.20
9 m/z 43.10 36.38%
58.0 1.0
0 15.0 39\‘) A “ I 751p H‘ , \‘
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
147.0
9.60 9.80 10.00 10.20
5000 m/z 163.10 32.16%
77.0  104.0
51.0 129.0
e L S S SIS B I LA L B L S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #21531: 2H-Benzotriazole, 2-ethyl-
91.0 147.0 9.60 9.80 10.00 10.20
m/z 117.10 29.47%
5000
64.0
270 ‘ 119.0
0"'|JL“M'NL|M"h"w'|L"l'“'l"“l""w"'l“" ISR UV
m/z--> 200 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknownl10.01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.01 2.67 ng 169856 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid. 2-p... 176 C11H1202 020030-70-0 46
2 (5-Methvlenebicyclol2.2.1Thept-2... 176 C11H1202 1000211-09-6 41
3 Benzene. (l-ethvl-1-propenvl)- 146 C11H14 004701-36-4 38
4 2-Ethvl-2.3-dihvdro-1H-indene 146 C11H14 056147-63-8 38
5 Cyclopropanecarboxylic acid, 2-p... 176 C11H1202 010488-03-6 38
Abundance Scan 737 (10.010 min): BF086999.D (-736) (-) m/z 117.10 100.00%
117.1
- J\_/\AA\/\/\W\A/\M/\
9.60 9.80 10.00 10.20 10.40
0 m/z 161.10 71.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39813: Cyclopropanecarboxylic acid, 2-phenyl-, methy! ester
117.0
5000 IRABENARUARS AR
91.0 1440 176.0 9.60 9.80 10.00 10.20 10.40
390 4ag ‘ ' m/z 115.10 71.43%
| “‘ \‘\ Ll \M m‘\ ‘m 1 ‘ L ‘ |
G S S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
9.60 9.80 10.00 10.20 10.40
m/z 131.05 52.91%
5000 00 176.0 4 0
' 77.0 145.0
59.0 93.0
S S S U SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20718: Benzene, (1-ethyl-1-propenyl)-  ABE AREEE IS
117.0 9.60 9.80 10.00 10.20 10.40
m/z 176.10 47 .37%
5000 91.0 146.0
39.0 65.0
0 |1|5|.?|‘|‘| |“i‘| |“l‘| |“l“l |”l‘| : |‘= : Ilel ; "l le‘w‘l - |M| e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.09 2.02 ng 128549 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 59
3 Tridecane 184 C13H28 000629-50-5 53
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 53
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 50
Abundance Scan 744 (10.090 min): BF086999.D (-742) (-) m/z 57.10 100.00%
5%.1
5000
''9.80 10.00 10.20 1040
0 m/z 43.10 83.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 LI UL U SULRN B
85.0 980 10. 00 10. 20 10 40
29.0 : m/z 71.10 48 .64%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance
57.0
''9.80 10.00 10.20 1040
5000 m/z 85.10 31.94Y%
85.0
o 39.0 1130 1410
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane LA L L L L L L
57.0 9.80 10.00 10.20 10.40
m/z 41.10 30.98%
5000
85.0
29.0
0 | ‘\ H l \‘ I 1130 . 141 0 1840
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 3-Pentenoic acid, 4-phenyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.16 2.58 ng 164213 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 72
2 Naphthalene. l-ethvl-1.2.3.4-tet... 160 C12H16 013556-58-6 64
3 Benzene. 1-(chloromethvIl)-4-(2-p... 166 C10H11ClI 036875-10-2 64
4 2-Butene. 3-chloro-1-phenvl-. (2)- 166 C10H11ClI 016608-68-7 64
5 1H-Indene, 2,3-dihydro-4-propyl- 160 C12H16 092013-16-6 64
Abundance Scan 750 (10.159 min): BF086999.D (-746) (-) m/z 131.10 100.00%
13f.1
e \,\_\_y_,A«ﬁJﬁyf‘v”ﬁLJ\NAi
7o 9.80 10.00 10.20 10.40
191.2 : - : :
o L A 28 L hs7 91,10 27.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39733: 3-Pentenoic acid, 4-phenyl-
131.0
176.0
5000 SRR TR R
910 9.80 10.00 10.20 10.40
510 115.0 m/z 176.10 18.14%
Ouluuuu‘l‘l .“.‘.l‘.‘...“lu.l.l“...‘.‘l‘. l“l.|..+5.‘8|(.)...‘|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
9.80 10.00 10.20 10.40
5000 m/z 115.10 16.88%
91.0 160.0
. 280 g1 6.0 115.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #32916: Benzene, 1-(chloromethyl)-4-(2-propenyl)- R A ma e
131.0 9.80 10.00 10.20 10.40
m/z 129.10 15.84%
5000
91.0 166.0
115.0
| ﬁ
S R LN N | 1 N cAes At NE———
m/z--> 20 40 60 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 F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknownl10.98 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.98 3.53 ng 206098 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-2(1H)-auinolinone 179 C9H6CINO 020146-59-2 43
2 Acridine 179 C13HO9N 000260-94-6 27
3 4-Butvlbenzoic acid. 4-hexadecvl... 402 C27H4602 1000292-21-2 16
4 6H-Purin-6-one. 2-(dimethvlamino... 179 C7H9N50 001445-15-4 12
5 Benzoic acid, 4-nitroso-, ethyl ... 179 C9HINO3 007476-79-1 12
Abundance Scan 822 (10.982 min): BF086999.D (-820) (-) m/z 179.00 100.00%
43.1 179.0
5000 143.0
71.1
08,0 ), 2350 10/60 1080 1100 1120 1140
ol w20 m/z 43.10 86.26%
m/z--> 50 100 150 200 250 300 350
Abundance #42119: 4-Chloro-2(1H)-quinolinone
179.0
5000 LN SRR DU I
10.60 10.80 11.00 11.20 11.40
0 151.0 m/z 41.10 70.96%
116.0
weeio TMOO
m/z--> 50 100 150 200 250 300 350
Abundance
179.0
10,60 10.80 11.00 11.20 11.40
5000 m/z 57.10 69.95%
| 37,0630 890 6.0152.0
m/z--> 50 100 150 200 250 300 350
Abundance #157058: 4-Butylbenzoic acid, 4-hexadecy! ester R R S
179.0 10.60 10.80 11.00 11.20 11.40
m/z 143.00 45_.94%
5000
79.0 136.0 224.0
0..4:‘I.‘"O|“'.“.‘L.“‘.‘L]rloz‘.ou‘.J. — : ||||‘||||| ....35?'q s B A e
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.68 4.42 ng 258084 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 883 (11.679 min): BF086999.D (-881) (-) m/z 43.10 100.00%
5000
129.1
| bﬂ o1 1570 1851 232 oo 11l e 1160 1200
) SRS ' m/z 60.00 83.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43.0 | 73.0
1200 2420 11.40 11.60 11.80 12.00
970 ‘- 199.0 m/z 41.10 79.93%
Ol ek H\,H .m‘---“‘.‘ e 1520002230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11,40 11.60 11.80 12.00
0
5000 1290 m/z 73.05 79.15%
185.0
97.0
0 18.0 157.0 228.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56046: Dodecanoic acid T T
60.0 11.40 11.60 11.80 12.00
410 m/z 55.10 70.80%
0l15.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 17 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.79 4_.05 ng 236440 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 95
2 Trimethvl(2.6 ditert.-butvipheno... 278 C17H300Si 010416-73-6 47
3 Ethanone. I'1l-(2.5-diphenvl-2H-1.... 263 C16H13N30 322647-34-7 46
4 lIsoaquinoline. 5.6.7.8-tetrametho... 263 C14H17NO4 093474-27-2 46
5 Pentan-2-one, 4-(2-fluorenylimino)- 263 C18H17NO 050651-58-6 43
Abundance Scan 893 (11.793 min): BF086999.D (-891) (-) m/z 263.20 100.00%
268.2
57.1
5000
147.1
9.1 1151 | 1851 2192 11.40 11.60 11.80 12.00 12.20
o) ||.|.||. " .I|.|| I|J||I|JI|||I| |||| .|.| .'.".I'...||.'...|'....|....| e m/z 57.10 80.22%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105176: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 A B LN SN B
1140 11.60 11.80 12.00 12.20
570 m/z 41.10 30.31%
o0, | o w00 O sso  ZBO |
m/z--> 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance
263.0
11,40 11.60 11.80 12.00 12.20
5000 m/z 147.10 23.16%
73.0
O o o e T B SRR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96161: Ethanone, [1-(2,5-diphenyl-2H-1,2,3-triazol-4-yI]- B e e
263.0 11.40 11.60 11.80 12.00 12.20
m/z 278.20 20.30%
5000
43.0 91.0
. \ 64.0 | \ 117.0 1440 167.0 1940 2200 |
s b e 85 100 1 140 1 1% 2% 336 200 0 2% | | 1290 1180 180 1500 13120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086999.D

Aca On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 19 Dichloroacetic acid, tetrad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.61 2.50 ng 120783 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 91
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 91
4 Cvclohexadecane 224 C16H32 000295-65-8 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 1052 (13.611 min): BF086999.D (-1050) (-) m/z 43.10 100.00%
431
111.1 N
139.1 1762 203.1 0811 13.20 13.40 13.60 13.80 14.00
O prr—rfhr : m/z 55.10 91.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129668: Dichloroacetic acid, tetradecyl ester
43.0
83.0
5000 A R DU PR B
Bmmmmmmmmm
m/z 57.05 90.45%
. “‘ H‘ . 139.0 168.0 196.0
m/z--> 26"25"60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 13120 13.40 13.60 13.80 14.00
5000 m/z 41.10 61.83%

111.0

139.0 168.0 196.0 224.0 252.0

¥

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140345: Bromoacetic acid, pentadecy! ester A RREEE RS E ST
43.0 83.0 13.20 13.40 13.60 13.80 14.00

m/z 83.05 59.66%

5000

-

1410  182.0 208.0 255.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13. 60 13. 80 14. 00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
Data File : BF086999.D

Acq On : 14 May 2016 5:07

Operator : UM/SJ

Sample : H2966-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
Quant Title : 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]
unknown6 .39 6.39 74.3 ng 3414520 1 6.62 919541 20.0
Benzene, 1l-methyl... 7.37 2.0 ng 130023 2 7.90 1287510 20.0
Bicyclo[2.2.1]hep... 7.64 2.4 ng 156396 2 7.90 1287510 20.0
unknown8 .66 8.66 4.8 ng 307617 2 7.90 1287510 20.0
Diphenylmethane 9.35 2.7 ng 170430 3 9.64 1272760 20.0
Benzeneacetaldehy. .. 9.58 4.7 ng 301262 3 9.64 1272760 20.0
unknown9 .98 9.98 4.1 ng 259553 3 9.64 1272760 20.0
unknown10.01 10.01 2.7 ng 169856 3 9.64 1272760 20.0
Hexadecane 10.09 2.0 ng 128549 3 9.64 1272760 20.0
3-Pentenoic acid,... 10.16 2.6 ng 164213 3 9.64 1272760 20.0
unknown10.98 10.98 3.5 ng 206098 4 11.12 1168570 20.0
Pentadecanoic acid 11.68 4.4 ng 258084 4 11.12 1168570 20.0
3,5-di-tert-Butyl... 11.79 4.0 ng 236440 4 11.12 1168570 20.0
Dichloroacetic ac... 13.61 2.5 ng 120783 5 13.75 966212 20.0
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