LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 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-BF013017.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 2.213 9 11 18 rVB4 5523 19713 1.56% 0.113%
2 3.687 137 140 144 rVB 7732 15687 1.24% 0.090%
3 4.979 250 253 259 rBV 122694 180323 14.29% 1.037%
4 5.104 259 264 265 rBv4 4946 14162 1.12% 0.081%
5 5.253 274 277 279 rBV 182732 192123 15.23% 1.105%
6 5.367 284 287 290 rBV 17972 26437 2.10% 0.152%
7 5.424 290 292 300 rVB 421452 450398 35.70% 2.590%
8 5.630 307 310 312 rBV 624291 737634 58.46% 4.241%
9 5.973 338 340 342 rBV 51983 44275 3.51% 0.255%
10 6.133 351 354 358 rBV3 6235 14067 1.11% 0.081%
11 6.202 358 360 362 rVB 14339 14656 1.16% 0.084%
12 6.270 364 366 369 rvv 34075 42141 3.34% 0.242%
13 6.339 370 372 374 rVV 34728 38787 3.07% 0.223%
14 6.373 374 375 378 rVV 76829 79541 6.30% 0.457%

15 6.476 382 384 390 rBV 487130 517449 41.01% 2.975%

16 6.602 393 395 397 rvv 423955 463596 36.74% 2.666%
17 6.659 397 400 402 rvB2 27515 40916 3.24% 0.235%
18 6.830 412 415 417 rBV 907707 911316 72.23% 5.240%
19 6.979 426 428 431 rBvY 316157 360081 28.54% 2.070%

20 7.070 434 436 438 rVv2 13383 17978 1.42% 0.103%
21 7.150 441 443 446 rVB3 24687 26264 2.08% 0.151%
22 7.242 446 451 454 rBV2 14568 33765 2.68% 0.194%
23 7.402 463 465 467 rBvV 195824 249446 19.77% 1.434%
24 7.436 467 468 469 rVB 23612 16186 1.28% 0.093%
25 7.870 502 506 509 rBV3 14547 44112 3.50% 0.254%
26 7.939 509 512 515 rVB4 7272 15282 1.21% 0.088%
27 8.053 519 522 525 rBV2 5853 15514 1.23% 0.089%
28 8.122 526 528 530 rBV 1331320 1146702 90.89%% 6.593%
29 8.407 551 553 557 rvVB4 10416 17771 1.41% 0.102%
30 8.476 557 559 563 rBV5 11789 23719 1.88% 0.136%
31 8.545 563 565 570 rvVB4 14599 26259 2.08% 0.151%
32 8.716 578 580 582 rVvB 23366 22043 1.75% 0.127%
33 8.842 588 591 593 rBV 144415 128140 10.16% 0.737%
34 8.933 595 599 603 rvB 35352 64183 5.09% 0.369%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 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-BF013017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.082 607 612 614 rVB6 5718 16876 1.34% 0.097%
36 9.150 614 618 620 rBV3 12877 17561 1.39% 0.101%
37 9.208 620 623 625 rVB 413131 426129 33.77% 2.450%
38 9.288 627 630 635 rBv2 28238 62742 4._.97% 0.361%
39 9.402 638 640 644 rVB 22984 21289 1.69% 0.122%
40 9.470 644 646 649 rBvV 52638 71480 5.67% 0.411%
41 9.539 650 652 654 rBvY 37171 50235 3.98% 0.289%
42 9.573 654 655 656 rvv 24866 20880 1.65% 0.120%
43 9.608 656 658 659 rvv 36506 34067 2.70% 0.196%
44 9.665 661 663 665 rBvV 15777 19474 1.54% 0.112%
45 9.745 668 670 672 rVB 40733 35145 2.79% 0.202%
46 9.813 675 676 678 rBv2 24935 26697 2.12% 0.153%
47 9.882 680 682 684 rvV 1029046 983080 77.92% 5.652%
48 9.916 684 685 687 rvB2 24151 24966 1.98% 0.144%
49 9.985 690 691 694 rvB2 15011 21862 1.73% 0.126%
50 10.088 694 700 702 rBVS5 38049 71598 5.67% 0.412%
51 10.122 702 703 706 rvVB3 14089 19770 1.57% 0.114%
52 10.202 708 710 711 rBV 16402 18313 1.45% 0.105%
53 10.236 711 713 715 rVB3 11762 16944 1.34% 0.097%
54 10.316 718 720 721 rVB 37190 34604 2.74% 0.199%
55 10.396 725 727 729 rBV2 20953 24503 1.94% 0.141%
56 10.430 729 730 733 rVB 15133 17681 1.40% 0.102%
57 10.545 734 740 742 rBV3 15868 42703 3.38% 0.246%
58 10.671 749 751 756 rVB3 164326 201471 15.97% 1.158%
59 10.796 760 762 766 rVB3 44281 84921 6.73% 0.488%
60 10.911 770 772 775 rVB 45066 45896 3.64% 0.264%

61 11.002 775 780 782 rBV 158078 181159 14.36% 1.042%
62 11.139 790 792 794 rVB 238053 224228 17.77% 1.289%

63 11.173 794 795 797 rVB2 16483 17518 1.39% 0.101%
64 11.231 797 800 801 rBvV2 31261 43954 3.48% 0.253%
65 11.265 801 803 806 rvB 28522 38623 3.06% 0.222%
66 11.322 806 808 810 rBV3 9254 17238 1.37% 0.099%
67 11.368 810 812 816 rBv2 883512 913075 72.37% 5.250%
68 11.448 816 819 820 rVB 50510 57278 4._.54% 0.329%
69 11.482 820 822 825 rBV3 16390 18413 1.46% 0.106%
70 11.539 825 827 829 rBvV2 8400 14120 1.12% 0.081%
71 11.608 830 833 836 rBv2 33835 54637 4_.33% 0.314%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 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-BF013017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 11.665 836 838 839 rvv 18140 21598 1.71% 0.124%
73 11.699 839 841 844 rvv4 15374 27357 2.17% 0.157%
74 11.871 854 856 857 rBV 38189 33282 2.64% 0.191%
75 11.894 857 858 860 rvv2 33866 44434 3.52% 0.255%
76 11.951 860 863 864 rvv2 30243 40568 3.22% 0.233%
77 11.985 864 866 870 rvB 42781 74396 5.90% 0.428%
78 12.065 871 873 874 rBvV2 24818 28836 2.29% 0.166%
79 12.111 875 877 880 rvv4 23111 43969 3.48% 0.253%
80 12.168 880 882 883 rvv 22124 23678 1.88% 0.136%
81 12.202 883 885 888 rvB3 19446 31324 2.48% 0.180%
82 12.419 901 904 905 rBV 59575 73784 5.85% 0.424%
83 12.454 905 907 908 rvv 36610 39759 3.15% 0.229%
84 12.511 910 912 914 rVB2 20552 26525 2.10% 0.153%

85 12.579 916 918 920 rVB 254187 225003 17.83% 1.294%

86 12.808 935 938 940 rBV 269876 281651 22.32% 1.619%
87 12.945 948 950 954 rVvB 323139 379818 30.10% 2.184%
88 13.242 974 976 977 rBV 31039 32502 2.58% 0.187%
89 13.425 991 992 993 rBV 35901 31778 2.52% 0.183%
90 13.619 1007 1009 1012 rBV2 511558 677246 53.68% 3.894%

91 13.802 1023 1025 1027 rBV 947886 953055 75.54% 5.480%
92 13.871 1027 1031 1034 rVB5 62834 149331 11.84% 0.859%
93 14.008 1039 1043 1044 rBV2 1001938 1261688 100.00% 7.254%
94 14.134 1051 1054 1055 rBV 481974 501616 39.76% 2.884%
95 14.168 1055 1057 1059 rBV 700943 736415 58.37% 4._.234%

96 14.522 1086 1088 1090 rBV 99758 151632 12.02% 0.872%
97 15.025 1130 1132 1136 rBV 186611 385925 30.59% 2.219%
98 15.322 1156 1158 1161 rBV 115968 146981 11.65% 0.845%
99 15.380 1161 1163 1166 rBV 139655 175765 13.93% 1.011%
100 15.437 1166 1168 1171 rBV 542291 790729 62.67% 4._.546%

Sum of corrected areas: 17392441
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF093207.D
1200000

1000000 6.83

800000

5.63
600000
6.48

5.42 6.60
400000 6.98

7.40

5.25
200000 4.98 ,
2.21 3.69 Aam 5. Ef%ﬂ§-4 .66 7071524 [(.44 7.8

e e B e e e L e e e s B == L e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093207.D

1200000

9.88
1000000

11.37
800000 13.62
600000

400000

200000 8.84

Lt 8.88548.72|8,9% ods

T T T T T T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093207.D
3.8014.01

1200000
14.17 15.44

1000000
14.13

800000 15.03
14;

600000 14.52

,_
®

400000

200000

o 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\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 11

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

4.98 3.96 ng 180323 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 253 (4.979 min): BF093207.D (-250) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 83.0 | 4.60 4.80 5.00 5.20 5.40
ARSI N 1RSI RSt oL m/z 59.10 60.94%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL LI LA R
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 19.82%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 58.10 16.23%
31.0
69.0 870
15.0 50.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4390: Propane, 2-ethoxy-2-methyl- i i )
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
5000
87.0
290 410
T }?lq |""j|t' "“t"'§q'9'” T "1259" UNIUNIEI SR B AL S R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 1

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

5.63 16.19 ng 737634 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 96
2 Stvrene 104 C8HS8 000100-42-5 96
3 1.3.5.7-Cvclooctatetraene 104 C8HS8 000629-20-9 96
4 Benzene. 1.1"-(1.2-cvclobutanedi... 208 C16H16 007694-30-6 50
5 Butanedioic acid, phenyl- 194 C10H1004 000635-51-8 35

Abundance Scan 310 (5.630 min): BF093207.D (-307) (-) m/z 104.10 100.00%
104.1
5000 78.1
51.0 B | G
39.0 | 63.0 | 8.1 5.20 5.40 5.60 5.80 6.00
SRV RS 1 SMNEY ISR T11 PR vl | MR m/z 103.10 49.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4766: Bicyclo[4.2.0]octa-1,3,5-triene
104.0
5000 78.0 R L R L
51.0 520 5.40 5.60 5.80 6.00
390 ' m/z 78.10 42 .49%
- 63.0
"P"W'?iq'”'h”"“"wﬂ'”l'MLP'?%Q'”IlM'I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
104.0
SARAR SRR RRARS RS RAR
5.20 5.40 560 5.80 6.00
5000 78.0 m/z 51.05 26.51%
51.0
150 270 390 63.0 89.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4764: 1,3,5,7-Cyclooctatetraene
104.0 5.20 5.40 5.60 5.80 6.00
m/z 77.10 21.62%
5000 80
39.0 S50
27u0 “. ‘ ‘ 6§0 1 89.0 [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.60 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.60 10.17 ng 463596 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 395 (6.602 min): BF093207.D (-393) (-) m/z 132.10 100.00%
13p.1
5000 68.1
9%6.1 T T T
40 1 540 | | 811 | 6.20 6.40 6.60 6.80 7.00
SRR TEUUCT S 1 . S S m/z 68.10 38.00%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 [Trrr[rrrrprrrrprrororprr
6.20 6.40 6.60 6.80 7.00
0
310 5L0 m/z 134.10 33.56%
S A N W SN | A | S —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
R e e e R R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.18%
41.0 97.0
117.0
54,0 81.0
e i LA A I o e e e BN o
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
4.0 m/z 96.10 13.95%
116.0
5000 98.0
S O T N .Y PO | I
m/z--> 40 60 80 100 120 140 160 180 6. 20 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl11.00 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.00 3.97 ng 181159 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Benzvl-5-chloro-1.2.3-triazole... 209 C9H8CIN30 116932-67-3 38

2 Bi-2.4.6-cvcloheptatrien-1-vi 182 Cl1l4H14 000831-18-5 32
3 3-Benzvl-4-bromo-1.2.3-triazole ... 253 C9H8BrN30 1000099-47-9 22
4 Glvcine. N-formvl-. phenvimethvl... 193 C10H11NO3 051354-16-6 22
5 N-Benzyl-1H-benzimidazole 208 C14H12N2 004981-92-4 22
Abundance Scan 780 (11.002 min): BF093207.D (-775) (-) m/z 91.10 100.00%
91.1
5000
301 6“?-1 1 13?1 165.1 150 02°|8'2 10.60 10.80 11.00 11.20 11.40
SR PR S N, S S MMM RS RS m/z 104.10 21.05%
m/z--> 40 60 100 120 140 160 180 200 220 240
Abundance #62441: 3-Benzyl-5-chloro-1,2,3-triazole 1-oxide
91.0
5000 ||||||||A||/|\||||||||||||
10.60 10.80 11.00 11.20 11.40
0,
oo 650 130.0 m/z 130.10 16.94%
N | | 149.0 2090
m/z--> 40 60 80 160 120 140 160 180 200 220 240
Abundance
91.0
e B B e o e
10.60 10.80 11.00 11.20 11.40
5000 m/z 208.20 14.28%
39.0 65.0
115.0 1410 16504839
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #90324: 3-Benzyl-4-bromo-1,2,3-triazole 1-oxide e Ramar A P
91.0 10.60 10.80 11.00 11.20 11.40
m/z 115.05 12.59%
5000
130.0
39.0 6?0 | 210.0 237.0255.0
m/z--> 45 éo éo 100 120 140 160 180 200 220 240 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\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Benzene, 1,1"-(1,2-cyclobut... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.14 4.91 ng 224228 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.2-cvclobutanedi... 208 Cl6H16 020071-09-4 93
2 Benzene. 1.1°-(1l.2-cvclobutanedi... 208 C16H16 007694-30-6 86
3 T2.21Paracvclophane 208 C16H16 001633-22-3 64
4 Cvclobutane. 1.2-diphenvl- 208 C16H16 003018-21-1 56
5 Cyclobutane, 1,3-diphenyl-, trans- 208 C16H16 025558-23-0 56
Abundance Scan 792 (11.139 min): BF093207.D (-790) (-) m/z 104.10 100.00%
104.1
5000
IIIIIIAIIIIIIIIIIIII
78.0 10.80 11.00 11.20 11.40
51.0 178.1
Ol pterd ol 2281 1921 S 2081 2811 Thyz 103.10  10.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61778: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans-
104.0
A
5000 UM UM SRR SRR B
10.80 11.00 11.20 11.40
m/z 78.05 10.36%
270 510 8.0 | 128.0 mﬂ)lmo 208.0
m/z--> 20 40 60 8b 100 120 140 160 180 200 220
Abundance
104.0
10.80 11.00 11.20 11.40
5000 m/z 105.05 8.28%
270 510 180 128.0 151.0 178.0  208.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61736: [2.2]Paracyclophane Sk BB RS S
104.0 10.80 11.00 11.20 11.40
m/z 77.10 6.23%
5000
208.0
39.0 59.0 7?'0 I 128.0 165.0 191.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl3.62 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.62 10.74 ng 677246 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-azido-4-methvl-2-nitro- 178 C7H6N402 020615-75-2 17
2 3-Picoline., 6-nitro- 138 C6H6N202 001074-38-0 16
3 Phenoxvacetonitrile 133 C8H7NO 003598-14-9 12
4 Benzene. (ethvisulfonvi)- 170 C8H1002S 000599-70-2 10
5 Cyclopropane-1,1-diphosphonic ac... 326 C12H2406P2 1000159-28-5 9
Abundance Scan 1009 (13.619 min): BF093207.D (-1007) (-) m/z 77.10 100.00%
7711
5000 ﬂ
51.0 170.1 215.1 326.1
-
\ 115.1 1411 | ‘ 2491 289 “ 13.20 13.40 13.60 13.80 14.00
et et b D ke b b 2892 L Tm/z 65.05  60.25%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #41566: Benzene, 1-azido-4-methyl-2-nitro-
65.0
5000
39.0 89.0 13.20 13.40 13.60 13.80 14.00
150.0 m/z 51.00 38.45%
il “‘ \‘ \\‘ ‘ 11170 ‘\ 1780
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320
Abundance
65.0 92.0
13.20 13.40 13.60 13.80 14.00
5000{ 390 m/z 170.10 34 .34%
138.0
m‘wmmmmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14220: Phenoxyacetonitrile
65.0 930 13.20 13.40 13.60 13.80 14.00
m/z 94.10 31.92%
5000{ 39.0 133.0
I""k"“"lh"" ""I""I""I IR SR SR DR S D D B B B ARSI A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl13.80 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.80 15.11 ng 953055 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanamide. 3-hvdroxv-3-methvIl-N... 223 C12H17NO3 1000185-71-6 10
2 4-Benzvloxvpvridazine l1-oxide 202 C11H10N202 002096-53-9 10
3 BenzvImalonic acid 194 C10H1004 000616-75-1 9
4 3-(2-Aminoethvl)-1-benzvl-5-meth... 280 C18H20N20 1000260-05-8 9
5 Benzonitrile, m-phenethyl- 207 C15H13N 034176-91-5 9
Abundance Scan 1025 (13.802 min): BF093207.D (-1023) (-) m/z 91.10 100.00%
91.1
5000
117.1 SN § ER— |l
65.0 207.2 13.40 13.60 13.80 14.00 14.20
Obpro bbb A3 1781|2461 287231223412 n77117.10 23.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71517: Butanamide, 3-hydroxy-3-methyl-N-benzyloxy-
91.0
5000 LA SRR DU DU B
Bmmmwmmmmm
50.0 m/z 207.15 9.65%
310 Lo 1330 1650 2080
m/z--> 20 45 eb éo 160 120 140 160 180 200 220 240 260 280 360 320 310
Abundance
91.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 194.15 8.53%
39.0 650 117.0 149.0 202.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #51413: Benzylmalonic acid AT LR
91.0 148.0 13.40 13.60 13.80 14.00 14.20
m/z 92.10 8.10%
195.0
5000
51.0
,....,...‘.,....h....,‘.%2.0.4.. ........ T e %MLW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20

8270-BF013017.M Tue Feb 28 17:18:24 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.37 ng 149331 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 78
2 3-Benzovlamino-2-benzvl-butvric ... 311 C19H21NO3 1000193-12-7 64
3 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 59
4 N"-(5.7-Dibromo-2-oxoindolin-3-v... 507 C20H19Br2N303 327033-93-2 38
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 37
Abundance Scan 1031 (13.871 min): BF093207.D (-1027) (-) m/z 105.10 100.00%
1001 1401
5000 77.0
510 | 13.60 13.80 14.00 14.20
: 177.1 : : :
Ohrrrrrreprobb bttt ea0 L 2821 82 | m/z 149.10 78.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #51647: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0 f
5000 R SRR BRI S S
770 1360 13.80 14.00 14.20
m/z 77.05 43.25%
430
| Ll
m/z--> 2'0 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
1050 1490
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—r
13.60 13.80 14.00 14.20
m/ 51.05 10.00%
5000 70 z 0
26.0 210 190.0 220.0 251.0 280.0 311.0
TWWWWWFWWWFWWWFWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124905: Diethylene glycol dibenzoate
105.0  149.0 13.60 13.80 14.00 14.20
m/z 106.05 9.05%
- i ___,M&,A\A/\/\
18.0 5%0 | | 179.0
TTT[TT T T[T T IT[TTITIToITT |||| TITT]TTTT |||| |||| |||| |||| |||| TTTT |||| |||| TTTT]TTT —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl14.13 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.13 7.95 ng 501616 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 49
2 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 49
3 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 43
4 2-Methvl-7-phenvlindole 207 C15H13N 001140-08-5 38
5 6-Methyl-5-[1-piperidinyl]-2,4-p... 207 C1OH17N5 164589-37-1 38
Abundance Scan 1054 (14.134 min): BF093207.D (-1051) (-) m/z 91.10 100.00%

91.1
207.2
129.1
5000
178.1 13.80 14.00 14.20 14.40
51.0
b ,J.'.l.l i dpl 2522 3022 3381 1 Th77507.15  80.51%
m/z--> 50 100 150 200 250 300 350
Abundance #60950: 5-Methyl-2-phenylindolizine
207.0
5000 AL A AR DR

13.80 14.00 14.20 14.40
m/z 129.10 68.01%

28.0 77.0 130.0 178.0 ‘

m/z--> 50 100 150 200 250 300 350
Abundance
207.0
Y,
13.80 14.00 14.20 14.40
5000 m/z 206.20 30.26%

130.0
30.0 63.0 102.0 178.0

m/z--> 50 100 150 200 250 300 350

-

Abundance #60954: 1H-Indole, 1-methyl-2-phenyl-
207.0 13.80 14.00 14.20 14.40
m/z 105.10 17.81%
5000

165.0
27.0 630 103 01300 J

.

T T
m/z--> 50 100 150 200 250 300 350 13.80 14. 00 14 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl4.17 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.17 11.67 ng 736415 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3-Diphenvlcvclopropvlmethvl ... 332 C22H200S 131758-71-9 38
2 OQuinoline 129 C9H7N 000091-22-5 18
3 2-Propenenitrile. 3-phenvl-. (E)- 129 C9H7N 001885-38-7 14
4 4-Thiazolidinecarboxvlic acid. 2... 203 C9H17NO2S 056595-21-2 10
5 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 10
Abundance Scan 1057 (14.168 min): BF093207.D (-1055) (-) m/z 91.10 100.00%
91.1
129.1
5000 207.2
65.0 178.1 13.80 14.00 14.20 14.40
oL 2L 22 ,‘I.'.‘ e ,I. 244l 2012 3322 m/z 129.10 57.76%
m/z--> 50 100 150 200 250 300 350
Abundance #133902: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide, .
91.0 129.0
5000
13.80 14.00 14.20 14.40
207.0 m/z 207.20 47 .14%

. .39.'0,‘ 6.5".0“. — :“‘.“‘ — .‘1.7?.0.“ P ,3.16.'0. —
m/z--> 50 100 150 200 250 300 350
Abundance
129.0

13. 80 14. OO 14 20 14.40

5000 m/z 206.20 17.38%
102.0
51.0
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #12655: 2-Propenenitrile, 3-phenyl-, (E)-
129.0 13.80 14.00 14.20 14.40

5000
102.0

m/z 105.10 16.45%
51.0

e u

T T
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14 20 14.40

8270-BF013017.M Tue Feb 28 17:18:27 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl14.52 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .52 2.40 ng 151632 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3-Diphenvilcvclopropvlmethvl ... 332 C22H200S 131758-71-9 12
2 3(2H)-Pvridazinone.4.6-dichloro-... 240 C10H6CI2N20 002568-51-6 11
3 Ouinoxaline. 2-(methvilsulfonvl)- 208 C9H8N202S 016310-37-5 10
4 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 9
5 Diethyl 3-chloro-2-hydroxypropyl... 252 C10H17CI05 1000222-74-8 9

Abundance Scan 1088 (14.522 min): BF093207.D (-1086) (-) m/z 91.10 100.00%

91.1

129.1

5000

=

14.20 14.40 14.60 14.80
m/z 129.10 54.23%

m/z--> 50 100 150 200 250 300 350
Abundance #133902: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,...
91.0 129.0
5000
14.20 14.40 14.60 14.80
207.0 m/z 207.10 45_.62%
SN SN SV Y N Y - - N
m/z--> 50 100 150 200 250 300 350
Abundance
91.0
e
51.0 240.0 14.20 14.40 14.60 14.80
5000 ' m/z 240.20 27.34%

121.0149 0177 9205.0

| |
m/z--> 50 100 150 200 250 300 350

:

Abundance #62021: Quinoxaline, 2-(methylsulfonyl)-
129.0 14.20 14.40 14.60 14.80
m/z 208.15 25.79%
208.0
5000
75.0

150450 | | | | 1760 |

LA e e e e e e o e T L e o e e o R R A RREEREE SRR
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093207.D

Aca On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Benzo[e]pyrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.32 3.72 ng 146981 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Pervlene 252 C20H12 000198-55-0 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91

Abundance Scan 1158 (15.322 min): BF093207.D (-1156) (-) m/z 252.15 100.00%
259.2
5000
1251 15.00 15.20 15.40 15.60
83.1 224.1 : : : :
8L Pir gl 1831 19327400 M 8000 33533643 | /7 250.10  29.64%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252.0
5000 UL IS BN IR
15.00 15.20 15.40 15.60
m/z 253.10 20.95%
125.0
63.0 980” 1 1740 2240 J‘
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.10 14 .86%
126.0
63.0 99.0 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance #89823: Benzo[K]fluoranthene R R mEEE
252.0 15.00 15.20 15.40 15.60
m/z 126.10 12._.37%
5000
126.0
99.0; | 2240
m/z--> 50 100 150 200 250 300 350 15.00 15.20 1540 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022717\
Data File : BF093207.D

Acq On : 27 Feb 2017 14:26

Operator : SJ/MA

Sample : 11972-19 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._.98 4.0 ng 180323 1 6.83 911316 20.0
Bicyclo[4.2.0]oct. .. 5.63 16.2 ng 737634 1 6.83 911316 20.0
unknown6 .60 6.60 10.2 ng 463596 1 6.83 911316 20.0
unknown11.00 11.00 4.0 ng 181159 4 11.37 913075 20.0
Benzene, 1,1"-(1,... 11.14 4.9 ng 224228 4 11.37 913075 20.0
unknownl13.62 13.62 10.7 ng 677246 5 14.01 1261690 20.0
unknown13.80 13.80 15.1 ng 953055 5 14.01 1261690 20.0
1,3-Dioxolane, 2-... 13.87 2.4 ng 149331 5 14.01 1261690 20.0
unknownl14 .13 14.13 8.0 ng 501616 5 14.01 1261690 20.0
unknownl14 .17 14.17 11.7 ng 736415 5 14.01 1261690 20.0
unknownl14 .52 14 .52 2.4 ng 151632 5 14.01 1261690 20.0
Benzo[e]pyrene 15.32 3.7 ng 146981 6 15.44 790729 20.0
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