LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 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-BF051716.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 1.701 8 10 35 rVB 4458658 8241054 100.00% 12.764%
2 1.998 35 36 59 rvB4 65509 330446 4_.01% 0.512%
3 3.918 199 204 206 rBY 3104932 5727928 69.50% 8.872%
4 4.684 266 271 274 rBVY 2569634 4545025 55.15% 7.040%
5 4.741 274 276 289 rVB 130989 266226 3.23% 0.412%
6 5.153 310 312 328 rBV 592807 1091865 13.25% 1.691%
7 5.541 344 346 353 rBY 1082196 1025433 12.44% 1.588%
8 5.930 378 380 387 rBV 288492 410580 4 .98% 0.636%
9 6.227 404 406 413 rBV2 645294 1431310 17.37% 2.217%
10 6.330 413 415 419 rvv 2242681 2241913 27 .20% 3.472%

11 6.387 419 420 426 rVB 182456 205647 2.50% 0.319%
12 6.559 433 435 441 rVB 645662 922363 11.19% 1.429%
13 6.707 446 448 451 rBV 3029025 2850764 34.59% 4._.415%
14 7.016 471 475 478 rBV3 52464 114343 1.39% 0.177%
15 7.130 483 485 488 rBV 1998225 2806248 34.05% 4._.347%

16 7.256 494 496 498 rBvV 550374 717100 8.70% 1.111%
17 7.839 545 547 550 rBV 928774 1150218 13.96% 1.782%
18 8.044 563 565 567 rBvV 262747 270391 3.28% 0.419%
19 8.387 592 595 597 rvv 570978 634370 7.70% 0.983%
20 8.536 607 608 612 rVB2 221094 259710 3.15% 0.402%

21 8.810 629 632 635 rvB2 245035 394544 4._.79% 0.611%
22 8.867 635 637 639 rvB 299716 263853 3.20% 0.409%
23 8.925 639 642 644 rBV 4961608 4652972 56.46% 7.207%
24 9.050 651 653 656 rBv 289608 331855 4._.03% 0.514%
25 9.142 659 661 663 rvVB 676838 551540 6.69% 0.854%

26 9.325 676 677 679 rBvV 125221 120620 1.46% 0.187%
27 9.485 688 691 694 rBvV 213903 226435 2.75% 0.351%
28 9.587 698 700 704 rVV 1412394 1396895 16.95% 2.164%
29 9.907 726 728 729 rVvV 134985 177534 2.15% 0.275%
30 9.930 729 730 732 rVB 268649 216728 2.63% 0.336%

31 10.033 736 739 741 rvB2 135183 182038 2.21% 0.282%
32 10.102 743 745 750 rBV5 60232 148328 1.80% 0.230%
33 10.193 750 753 755 rBV 3936265 4327317 52.51% 6.702%
34 10.262 755 759 762 rVB2 270216 429883 5.22% 0.666%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 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-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.342 764 766 768 rBV2 463478 606392 7.36% 0.939%

36 10.376 768 769 772 rvv2 1278012 1727126 20.96% 2.675%
37 10.422 772 773 775 rVB 273179 207842 2.52% 0.322%
38 10.467 775 777 779 rBY 807452 765770 9.29% 1.186%
39 10.502 779 780 782 rVvV 105497 99459 1.21% 0.154%
40 10.536 782 783 786 rVB2 442727 620359 7.53% 0.961%

41 10.673 794 795 797 rBV 117109 144612 1.75% 0.224%
42 10.765 802 803 805 rVvB2 493044 571699 6.94% 0.885%
43 10.982 820 822 827 rVvVv5 41428 93054 1.13% 0.144%
44 11.062 827 829 831 rvVv 985887 1102641 13.38% 1.708%
45 11.130 833 835 837 rvv2 80439 110969 1.35% 0.172%

46 11.176 837 839 844 rvv4 59121 126853 1.54% 0.196%
47 11.393 854 858 862 rvv2 424685 787965 9.56% 1.220%
48 11.462 862 864 866 rvv 896606 1220632 14.81% 1.891%
49 11.496 866 867 869 rvv 231218 323791 3.93% 0.502%
50 11.542 869 871 876 rvB2 315851 324886 3.94% 0.503%

51 11.622 876 878 880 rBv3 176923 257215 3.12% 0.398%
52 11.690 883 884 886 rvv 190636 247895 3.01% 0.384%
53 11.976 907 909 912 rVB2 78250 101788 1.24% 0.158%
54 12.068 915 917 920 rVvv3 100095 157904 1.92% 0.245%
55 12.125 920 922 926 rvVv3 50833 96302 1.17% 0.149%

56 12.228 929 931 933 rVB 84111 89713 1.09% 0.139%
57 12.479 952 953 956 rBV3 91316 115475 1.40% 0.179%
58 12.651 965 968 970 rBV 3519175 3308574 40.15% 5.125%
59 12.799 979 981 984 rBV3 76517 145551 1.77% 0.225%
60 13.313 1023 1026 1028 rBV 199972 211442 2.57% 0.327%

61 13.428 1033 1036 1045 rVV2 126454 335981 4.08% 0.520%
62 13.554 1045 1047 1052 rVvVv 260260 367271 4._46% 0.569%
63 13.691 1057 1059 1062 rBV 656775 749861 9.10% 1.161%
64 15.051 1175 1178 1189 rVB 5563774 786654 9.55% 1.218%
65 15.817 1243 1245 1251 rVB2 36032 94029 1.14% 0.146%

Sum of corrected areas: 64563181
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF087274.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

3.92 124.20 ng 5727930 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 3.4-Dimethvl-2-pentene(c.t) 98 C7H14 1000118-16-5 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78

Abundance Scan 204 (3.918 min): BF087274.D (-199) (-) m/z 55.10 100.00%
55 83
5000 43
98
A SR S L
34 3.60 3.80 4.00 4.20
o..,....,....,....';'.'..‘.‘?l:'::.?%.??,..??,....,....,...., m/z 83.10 85.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 USRS NN SRR
29 98 3.60 3.80 4.00 4.20
m/z 43.05 44 .96%
| 37‘“\‘ 0|, 6267 77 | 89
S I S I SRS SIS UL SULIL UL WAL
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
83
55
43 3.60 3.80 4.00 4.20
5000 m/z 39.05 34.01%
29
98
37 50 62 69
S I S I SRS SURIL IS UL SURSLS UL WAL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- L L L L BN LR |
55 3.60 3.80 4.00 4.20
83 m/z 98.10 28.09%
5000 41
27 98
1\5 ‘\ ‘\ \‘ 59‘ ‘ 63\ ‘69\ 77 |
S U S I S BRI UL SUL LS SIS WA SRS RN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.68 98.55 ng 4545030 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 271 (4.684 min): BF087274.D (-266) (-) m/z 43.05 100.00%
a3
5000 59 /\_
101 SIS SR S
440 460 4.80 5.00
Obrerprrrrprrrrrtl SL gl B9 & | m/Z 59.10 50.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- A
43
w000 ® "o ik Gk sho
m/z 58.10 13.93%

3‘1 83 03 ?
O RARAS AR RARAS LARRS RARAS RARAS AARS RERAS RRARS LARAS LAASS RARAS LAAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59

4.40 4.60 4.80 5.00

5000 M m/z 101.10 13.71%
68
o 50 126 142
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #3602: 1-Propen-2-ol, acetate AT B
4 4.40 4.60 4.80 5.00

m/z 41.10 9.79%

5000
58
voa 7 100
L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7

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

5.54 22.23 ng 1025430 1,4-Dichlorobenzene-d4 6.56
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 32
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 12
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 12

Abundance Scan 346 (5.541 min): BF087274.D (-344) (-) m/z 43.10 100.00%
43
73
5000
RN R
55 100 115 520 5.40 5.60 5.80
O ol 49 67 L 8 m/z 73.10  74.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 A I UL L
520 5.40 5.60 5.80
m/z 41.05 11.84%
0 15 \2\9 37\ ‘\ . 5\? 67 | 83 1(\)0 s
mes O % % b W s b w o 100 10 10
Abundance
30 43 73
520 5.40 5.60 5.80
5000 58 m/z 115.10 8.75%
15
24 52
e R R R AN IR RN AR RS LS RARRS RRRRN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2—methy|— L L L L LB N L B
5 73 520 5.40 5.60 5.80
m/z 39.10 7.92%
5000
43
o “%1 37,11y | 67|, 83 97 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Ethane, 1,1"-oxybis[2-methoxy- Concentration Rank 17

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

5.93 8.90 ng 410580 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1"-oxvbisl2-methoxyv- 134 C6H1403 000111-96-6 74
2 Ethane. 1l-ethoxv-1-methoxv- 104 C5H1202 010471-14-4 23
3 Ethanol. 2-ethoxv- 90 C4H1002 000110-80-5 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 9

Abundance Scan 380 (5.930 min): BF087274.D (-378) (-) m/z 59.10 100.00%
59

5000 45 K\

89 LIS LB L Tprrrrprrrog
5.60 5.80 6.00 6.20

o.”,””“.”“”.“”wJ”w“.,””Z?”“”JPHEQ%WH.WHHP.”“ m/z 58.10 41.83%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14595: Ethane, 1,1'-oxybis[2-methoxy-
59
29
—rTTTTTTT
5000 15 45

560 5.80 6.00 6.20
89 m/z 45.05  40.45%

2 H‘ 37 | 67 75 102 134

L o L S B e ANRRRRNRRRRERRES Y
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59 ’
45

5.60 5.80 6.00 6.20

o

5000 m/z 89.10 17.03%
29 73 89
o 103
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2255: Ethanol, 2-ethoxy- R e L R Ay
31 5.60 5.80 6.00 6.20
59 m/z 43.05 14.02%
5000
72
B \‘ %
O e e e e e e N R A REERE LR Ry
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.33 Concentration Rank 6

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

6.33 48_.61 ng 2241910 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 415 (6.330 min): BF087274.D (-413) (-) m/z 132.10 100.00%
132
5000 68
40 96 SNBSS
54 6.00 6.20 6.40 6.60
7
ol Jrer |Asus | n/z 68.10  46.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENABERARBL AR AR
6.00 6.20 6.40 6.60
31 51 78 m/z 134.10 32.75%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 640 6.60
5000 97 m/z 66.10 32.01%
70
31
0 44 60 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 19.67%
5000 og M°
o -‘-“‘. 89 | dor MI,,m,l,,,l,ss,,,,l,lfsg,,
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Methanamine, N-(1-phenyleth... Concentration Rank 11

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

7.26 12.47 ng 717100 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanamine. N-(l-phenvlethvlide... 133 C9H11N 006907-71-7 50
2 2-Methvlindoline 133 C9H11N 006872-06-6 47
3 Ethanone. 1-phenvl-. o-(4-coumar... 279 C17H13NO3 034605-11-3 39
4 Benzofuran 118 C8H60 000271-89-6 38
5 Benzenecarboximidoyl bromide, N-... 197 C8H8BrN 041182-85-8 36

Abundance Scan 496 (7.256 min): BF087274.D (-494) (-) m/z 118.10 100.00%

118
77
5000
133
51

700 720 740 760

3 1 103

Obrrrrrr e ettt et b e e e || M7z 77.10 70 18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14290: Methanamine, N-(1-phenylethylidene)-
8

5000

7.00 7.20 7.40 7.60
m/z 133.10 35.80%

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 k

Abundance
118

7.00 7.20 7.40 7.60
5000 m/z 51.00 24 .48%

133
91
1327 51 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105664: Ethanone, 1-phenyl-, o-(4-coumarinyl)oxime
8

7.00 7.20 7.40 7.60
m/z 39.10 9.30%

o

133147162 184 202 223238 264279
R LI B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Dimethyl-dithiocarbamic aci... Concentration Rank 13

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

8.39 11.03 ng 634370 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl-dithiocarbamic acid 2.3... 325 C9H6CI3N3S2 154355-34-7 50
2 2-Amino-2-ethvl-1.,3-propanediol 119 C5H13NO2 000115-70-8 43
3 Bis(dimethvlthiocarbamvl) sulfide 208 C6H12N2S3 000097-74-5 38
4 Methanamine. 1.l1-dimethoxv-N.N-d... 119 C5H13N0O2 004637-24-5 38
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 32

Abundance Scan 595 (8.387 min): BF087274.D (-592) (-) m/z 88.00 100.00%
88
135
5000
42 SRS AR SRR
9 112 241 8.00 820 840 8.60 8.80
ob——— N = m/z 135.00 66.11%
m/z--> 50 100 150 200 250 300
Abundance #130404: Dimethyl-dithiocarbamic acid 2,3,6-trichloro-5-cy...
88
5000
200 8.00 820 840 8.60 8.80
42 m/z 42.10 20.08%
0 ‘wm ﬁiwk . 109 132 155176 202 234251 k
m/z--> 50 100 150 200 250 300
Abundance
88
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
8.00 820 840 8.60 8.80
5000 71 m/z 73.00 18.96%
28
53
N L WL s L B L LI B
m/z--> 50 100 150 200 250 300
Abundance #61803: Bis(dimethylthiocarbamyl) sulfide
88 8.00 820 840 8.60 8.80
m/z 44.05 15.07%
5000
208
15 26 | 120 176
AN BN B B RN BN BN B B I B B B B NN B B B B EN N B B B BN B B B B R B B B —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 ' 8.00 820 840 860 8.80

8270-BF051716.M Mon May 23 19:44:48 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 1H-Isoindole, 3-methoxy-4,7... Concentration Rank 18

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

9.14 7.90 ng 551540 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Isoindole. 3-methoxv-4.7-dime... 175 C11H13NO 100813-60-3 94
2 2H-Indol-2-one. 1.3-dihvdro-1.3.... 175 C11H13NO 020200-86-6 62
3 2-(TrimethvisilvlethyvnvD)pvridine 175 C10H13NSi 086521-05-3 59
4 3H-Indole. 3-methoxv-2.3-dimethvl- 175 C11H13NO 037914-61-7 58
5 1H-Isoindole-1,3(2H)-dione, N-et... 175 C10H9NO2 005022-29-7 53

Abundance Scan 661 (9.142 min): BF087274.D (-659) (-) A m/z 160.10 100.00%
160
175
5000
17 132 SRR | SN AV
39 51 65 7 91 103 145 8.80 9.00 9.20 9.40
0 At A S m/z 175.10 53.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39376: 1H-1soindole, 3-methoxy-4,7-dimethyl-
160
5000 175 AN AR N LR RARRE
8.80 9.00 9.20 9.40
117 130 m/z 132.10 28.93%
0 27 39 5‘1 63 7\7 91 1\(\)5 M‘ ‘m 1‘4\.5 ‘ 1]
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
160
8.80 9.00 9.20 9.40
5000 175 m/z 117.10 23.19%
o 77 91 103 115 145
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39258: 2-(Trimethylsilylethynyl)pyridine
160 8.80 9.00 9.20 9.40
m/z 130.10 13.09%
5000
43 175
53 106 132
1\5 26 \‘ \“H ‘6“7 7\? 8“9 m 1:}\\7 i 1\4.5 1 1y
mz-> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF051716.M Mon May 23 19:44:49 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownl10.19 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.19 61.96 ng 4327320 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazole. 4-fluoro- 86 C3H3FN2 030086-17-0 25
2 1.2-Ethanediamine. N.N.N"._N"-tet... 172 C10H24N2 000150-77-6 22
3 1-Butanamine. N.N-diethvl- 129 C8H19N 004444-68-2 22
4 Diethvlpent-4-envlamine 141 C9H1OSN 013173-21-2 22
5 Cinnamic acid, 2-(diethylamino)e... 247 C15H21NO2 010369-88-7 22
Abundance Scan 753 (10.193 min): BF087274.D (-750) (-) m/z 86.00 100.00%
86
5000
45 60 72 162 DU L G|
9.80 10.00 10.20 10.40 10.60
102
o % |.~.,-....12,°..-:.,1‘.‘4...,.... m/z 130.10 59.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1578: Imidazole, 4-fluoro-
86
5000 U N BN B
5o 9.80 10.00 10.20 10.40 10.60
m/z 177.10 55.30%
4150 | 69 ‘
e B L L UL L B UL UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
86
9.80 10.00 10,20 10.40 10.60
5000 m/z 60.00 26.78%
30 o 58
0 15 70 100 113 127 141 172
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12628: 1-Butanamine, N,N-diethyl- UMD MBMEEY | SRS N A
86 9.80 10.00 10.20 10.40 10.60
m/z 45.10 26.43%
5000
58
72
s 0?7 og 114 179 ”
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 15';0 9.1'30 10.00 10.20 10.40 10.60

8270-BF051716.M Mon May 23 19:44:50 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownl10.26 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.26 6.15 ng 429883 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine 87 C4H9NO 000110-91-8 49
2 1-Methvl-3.3-diethvldiaziridine 114 C6H14N2 052551-69-6 47
3 Hexane 86 C6H14 000110-54-3 35
4 3-Pentanol. 3-(1.1-dimethvlethvl... 200 C13H280 041902-42-5 27
5 n-Butyro-morpholine 157 C8H15NO02 005327-51-5 25
Abundance Scan 759 (10.262 min): BF087274.D (-755) (-) m/z 57.10 100.00%
57
5000
42 70 87 114 I IV AV
h“ 100 | 129 143 155 171 186 10.00 10.20 10.40 10.60
0”..,...4MHTM,.H., s m m/z 56.05 35.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1839: Morpholine
57
87
5000 29
10.00 10.20 10.40 10.60
42 m/z 87.05 27 .19%
0 15 | “ ‘\ ulll 68 1
LRI UL LIRS SR SURLLLA DAL WAL DL UL DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
29 57
10.00 10.20 10.40 10.60
m/z 114.10 26 .55%
5000 12 84 114 z 0
70
98
R L L SO UL WL BN L S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1796: Hexane ...,....,.A...,....,....
57 10.00 10.20 10.40 10.60
a1 m/z 42.10 23.47%
5000
29 86
0---1-5|----|----|--7:-L-|----|----|----|----|----|---- L B B O
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60

8270-BF051716.M Mon May 23 19:44:51 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownl10.47 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.47 13.89 ng 765770 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Quinazolinol. 2-methvl-. 3-oxide 176 C9H8N202 054518-07-9 47
2 5.6.7.8-Tetrahvdro-2-methvl-1.4-.._. 176 C11H1202 000058-26-4 47
3 2.3-Dihvdro-4-methoxv-3.3-dimeth... 191 C11H13NO2 192928-47-5 43
4 7H-Indenol5.6-bl1furan-7-one. 4.4... 176 C11H1202 1000221-49-9 38
5 Furan, 2,2"-methylenebis[5-methyl- 176 C11H1202 013679-43-1 38

Abundance Scan 777 (10.467 min): BF087274.D (-775) (-) m/z 176.10 100.00%
116
5000
161 205 S |
39 51 g5 77 91 103 117 132 1‘|‘7 || 190 10.20 10.40 10.60 10.80
Ottt bl 190 L 77 161.10 0 27.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40403: 4-Quinazolinol, 2-methyl-, 3-oxide
176
146
5000
10.20 10.40 10.60 10.80
76 90 m/z 162.10 27 .03%
63 ‘ 117 139 160
0 ---|----|----|“l--‘-‘|--‘l-|----‘“|--‘--|-‘---‘l--- ‘l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
176
A AR BB AN AR
10.20 10.40 10.60 10.80
5000 161 m/z 205.20 21.41%
105 133
s 27 2 51 68 [ N TT 147
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49772: 2,3-Dihydro-4-methoxy-3,3-dimethylindole-2-one LI L L
176 10.20 10.40 10.60 10.80
191 m/z 147.10 13.76%
5000
51 63 /7 91 104117 133146 161
OIIIIIII\IIM;I\I\III\IIHII\I\IIIH\I;\II |=||‘||| T T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BF051716.M Mon May 23 19:44:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2(3H)-Benzothiazolone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.54 11.25 ng 620359 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 96
2 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 46
3 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 43
4 2H-Pvran-2-carboxvlic acid. 5-et... 196 C10H1204 019776-81-9 38
5 5-Cyclohexyl-1-pentene 152 C11H20 005729-54-4 30
Abundance Scan 783 (10.536 min): BF087274.D (-782) (-) m/z 151.00 100.00%
151
123
5000

o & s 10,20 10.40 10.60 10.80
57 106 138 |, 161172 189200 : ' ' '

o ARl 138 161172 189200 | hso796.00  89.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23618: 2(3H)-Benzothiazolone
151
96
123
5000 UV AR R

10.20 10.40 10.60 10.80
m/z 123.00 68.66%

69
28 45
TR 0 L2 NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151

10. 20 10. 40 10. 60 10.80

5000 m/z 69.00 19.46%
96
45 70 122
58 | 82 108 | 185
o) IR W Forist 0 PL T oudP e i MY AR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23579: 6-Methyl-7-ox0-4,7-dihydro-triazolo(3,2-c)triazine e LSS
151 10. 20 10. 40 10. 60 10. 80
123 m/z 45.00 17.16%
67
5000
42 54 83
m/z--> 20 80 100 120 140 160 180 200 10. 20 10. 40 10. 60 10. 80

8270-BF051716.M Mon May 23 19:44:53 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Bicyclo[3.3.0]Joctane, 5-azo... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.76 10.37 ng 571699 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.3.0loctane. 5-azonia-1... 143 C6H14BNO2 004542-54-5 50
2 2-Methvl-3-furanthiol 114 C5H60S 028588-74-1 38
3 2.5-Piperazinedione 114 C4H6N202 000106-57-0 38
4 3-Methvl-4-amino-4.5(1H)-dihvdro... 114 C3H6N40 004194-37-0 37
5 Morpholine-4-carboxylic acid (mo... 326 C13H18N404S 1000295-93-8 36
Abundance Scan 803 (10.765 min): BF087274.D (-802) (-) m/z 114.10 100.00%
114
57
5000 70
41 \
% 100 | 128 1131510 10011 oy || 1040 10160 1080 1100
0 b TR 8 L 242 m/z 57.10 65.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19370: Bicyclo[3.3.0]octane, 5-azonia-1-borata-2,8-dioxa-...
114
5000 44 AR AR AR PR
28 56 70 10,40 10.60 10.80 11.00
m/z 70.10 39.57%
N O P o O 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
114
10.40 10.60 10.80 11.00
5000 m/z 41.10 29.56%
45 71 85
15 27 59 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6892: 2,5-Piperazinedione R Rl R &

10.40 10.60 10.80 11.00
m/z 42.10 29.12%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.39 14.29 ng 787965 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3.5-bis(1.1-dimeth... 250 C15H2203 001421-49-4 98
2 4.5"-Bipvrimidine. 4" .6-bis(meth... 250 C10H10N4S2 059549-36-9 64
3 -4 -Dimethvlamino-2"-(trimethvls... 250 C13H22N20Si 018410-40-7 59
4 Silane. 9-anthracenvltrimethvl- 250 C17H18Si 056272-35-6 53
5 2,4,6(1H,3H,5H)-Pyrimidinetrione... 250 C13H18N203 000726-79-4 53
Abundance Scan 858 (11.393 min): BF087274.D (-854) (-) m/z 235.20 100.00%
5000 /\‘»
mn 2’ 207 S A N —
115 175191 230 11.00 11.20 11.40 11.60 11.80
131147
OIHIHHIIIIHIIIIIII”Il .||I.J| |.| J'..,....,'...l.l..l..l.l..l... ..L.,....,.???’, m/z 57.10 30.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88416: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
235
5000 A AR PR B
11.00 11.20 11.40 11.60 11.80
250 m/z 207.10 27 .18%
41 57 91 115 175191
0'“l““l“ﬂl“'ﬁ“tw'“H?ﬁ%VH'w'“v'“vL“‘““ “LW”'W'”W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
235
11.00 11.20 11.40 11.60 11.80
5000 m/z 41.10 23.09%
208
4 76 107 131149 176193 230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88244: -4'-Dimethylamino-2"-(trimethylsilyl)acetanilide B O e
235 11.00 11.20 11.40 11.60 11.80
m/z 236.20 16.59%
5000 250
28 43 58 73 gg 117134 161177192 ‘219 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 00 11. 20 11. 40 11. 60 11.80

8270-BF051716.M Mon May 23 19:44:55 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 18 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.46 22.14 ng 1220630 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 99
2 Tricvclol5.2.2.0(1.6)lundecan-3-... 220 C15H240 1000159-37-6 27
3 3.5-Cvclohexadiene-1.2-dione. 3.... 220 C14H2002 003383-21-9 22
4 4a.7-Methano-4aH-naphthl1.8a-blo... 220 C15H240 067999-56-8 11
5 Silane, tert-butyldichlorophenyl- 232 C10H14CI2Si 017887-41-1 10

Abundance Scan 864 (11.462 min): BF087274.D (-862) (-) m/z 57.10 100.00%

57

5000

%

11.20 11.40 11.60 11.80

0 m/z 41.10 58.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 LA L L L L L L
175 11.20 11.40 11.60 11.80
o1 189 m/z 55.10 54.92%
777 109 a3 161 ‘ ‘ 261
0 II”I”\M\ \‘\I Hm ‘\\m U‘\ H\h H\H\ Ah \H\ h H H - 276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41
R B B
7 91 159 11.20 11.40 11.60 11.80
5000 55 77 | 105 131 205 m/z 205.10  37.48%
145 187
118 173 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 t
Abundance #69378: 3,5-Cyclohexadiene-1,2-dione, 3,5-bis(1,1-dimethyl... R e e B EEE
57 11.20 11.40 11.60 11.80
41 205 m/z 175.10 24 .86%
5000 108
7 136
L

_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownl13.43 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.43 8.96 ng 335981 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 3-methvl-. ethvl... 144 C8H1602 005870-68-8 25
2 9-Decenoic acid. 2.4-dimethvl-. ... 212 C13H2402 031183-23-0 20
3 Decanoic acid. ethvl ester 200 C12H2402 000110-38-3 18
4 Diethvl(3-decvn-1-vDamine 209 C14H27N 063791-57-1 18
5 Methyl 2,6-dimethyltridecanoate 256 C16H3202 073105-76-7 18
Abundance Scan 1036 (13.428 min): BF087274.D (-1033) (-) m/z 86.10 100.00%
86
5000
130
i w2 50 1900 a0 1380
108 174 244 . . . )
o 145160 225 214288 | "h/z 88.00 84.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20104: Pentanoic acid, 3-methyl-, ethyl ester
88
5000 29
13.20 13.40 13.60 13.80
115 m/z 130.10 33.23%
0 1%"'w"'w '“"“l%?%f??“|"“|'“'|'“'|'“' AR SRR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
88
*'13/20 13140 13.60 13.80
5000 41 69 m/z 60.00 23.80%
125
o 27 111 | 142 163181 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56066: Decanoic acid, ethyl ester R R RmEa R S
88 13.20 13.40 13.60 13.80
m/z 45.10 21.76%
5000
29
1s 155
R e O S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 1340 1360 1380
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087274.D

Aca On : 21 May 2016 15:53

Operator : UM/SJ

Sample : H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 20 unknownl3.55 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.55 9.80 ng 367271 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 42
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 42
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 41
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 41
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 41
Abundance Scan 1047 (13.554 min): BFO87274.D (-1045) (-) m/z 57.10 100.00%

5000

:

245259 302 13.20 13.40 13.60 13.80
174 201215230
0 28! m/z 43.10 54.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester
43
5000 69 L L e

13.I20 13.I40 13!60 13.I80
m/z 41.10 51.58%

2
ohd LL i 140 17182 210
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
R EEREs R
13.20 13.40 13.60 13.80
5000 69 m/z 55.10 47 .81%
97
27 125
ol 140155 181196 224

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

Abundance #148859: Trichloroacetic acid, pentadecy! ester R EEEEa R L
13.20 13.40 13.60 13.80

m/z 69.10 27 .40%

5000

:

140

210

167182
B e e e N EEa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052016\
Data File : BF087274.D

Acq On : 21 May 2016 15:53

Operator : UM/SJ

Sample - H3185-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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]
3-Penten-2-one, 4... 3.92 124.2 ng 5727930 1 6.56 922363 20.0
2-Pentanone, 4-hy... 4.68 98.5 ng 4545030 1 6.56 922363 20.0
2-Pentanone, 4-me... 5.54 22.2 ng 1025430 1 6.56 922363 20.0
Ethane, 1,1"-oxyb... 5.93 8.9 ng 410580 1 6.56 922363 20.0
unknown6 .33 6.33 48.6 ng 2241910 1 6.56 922363 20.0
Methanamine, N-(1... 7.26 12.5 ng 717100 2 7.84 1150220 20.0
Dimethyl-dithioca. .. 8.39 11.0 ng 634370 2 7.84 1150220 20.0
1H-1soindole, 3-m... 9.14 7.9 ng 551540 3 9.59 1396900 20.0
unknown10.19 10.19 62.0 ng 4327320 3 9.59 1396900 20.0
unknownl10.26 10.26 6.2 ng 429883 3 9.59 1396900 20.0
unknown10.47 10.47 13.9 ng 765770 4 11.06 1102640 20.0
2(3H)-Benzothiazo... 10.54 11.3 ng 620359 4 11.06 1102640 20.0
Bicyclo[3.3.0Joct... 10.76 10.4 ng 571699 4 11.06 1102640 20.0
Benzoic acid, 3,5... 11.39 14.3 ng 787965 4 11.06 1102640 20.0
7,9-Di-tert-butyl._... 11.46 22.1 ng 1220630 4 11.06 1102640 20.0
unknownl13.43 13.43 9.0 ng 335981 5 13.69 749861 20.0

5

unknown13.55 13.55 9.8 ng 367271 13.69 749861 20.0
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