LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

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-BF123115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.338 194 197 201 rBvY 322783 479976 4 .36% 0.555%
2 4.990 252 254 257 rBVY 1458254 1781952 16.17% 2.059%
3 5.127 257 266 268 rVvV 123584 501550 4 .55% 0.580%
4 5.219 271 274 276 rVV 59169 144619 1.31% 0.167%
5 5.264 276 278 281 rVB 123472 165117 1.50% 0.191%
6 5.379 286 288 289 rBV 208047 227905 2.07% 0.263%
7 5.424 289 292 294 rVB 3393988 3073026 27 .89% 3.551%
8 5.630 309 310 313 rVB2 325996 492877 4_47% 0.570%
9 5.824 325 327 329 rBV 397402 342208 3.11% 0.395%
10 6.122 351 353 356 rBV 135808 151259 1.37% 0.175%

11 6.453 380 382 386 rVB2 1658754 2515403 22.83% 2.907%
12 6.590 391 394 396 rBV 6067771 5493290 49.85% 6.348%
13 6.819 412 414 416 rBV 2242128 1869107 16.96% 2.160%
14 6.899 418 421 425 rVV 291012 617966 5.61% 0.714%
15 6.979 425 428 430 rVV 7473459 7055846 64.03% 8.154%

16 7.013 430 431 435 rVv3 56545 138250 1.25% 0.160%
17 7.242 446 451 455 rVvB4 137095 313248 2.84% 0.362%
18 7.390 460 464 466 rBV 5594257 6131137 55.64% 7.085%
19 7.516 469 475 476 rBvY 234468 405352 3.68% 0.468%
20 7.550 476 478 481 rVvVv 429413 456898 4._.15% 0.528%

21 7.642 483 486 489 rBV3 115759 209253 1.90% 0.242%
22 7.859 500 505 506 rBv2 406631 1000920 9.08% 1.157%
23 7.950 511 513 515 rvv3 116639 226119 2.05% 0.261%
24 8.030 518 520 524 rVvVv3 154341 429851 3.90% 0.497%
25 8.110 524 527 528 rVV 2610114 2691449 24.42% 3.110%

26 8.133 528 529 532 rvv 568158 518291 4._.70% 0.599%
27 8.236 535 538 539 rvv2 190352 277865 2.52% 0.321%
28 8.270 539 541 545 rVvv4 91005 229340 2.08% 0.265%
29 8.339 545 547 548 rvV 152403 197318 1.79% 0.228%
30 8.385 548 551 553 rvv2 671369 1110889 10.08% 1.284%

31 8.430 5563 555 558 rvv 253212 368799 3.35% 0.426%
32 8.487 558 560 563 rvv2 147985 301994 2.74% 0.349%
33 8.545 563 565 567 rvv3 133041 210242 1.91% 0.243%
34 8.613 569 571 573 rvv2 108136 134113 1.22% 0.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.682 573 577 580 rvv3 119948 242041 2.20% 0.280%

36 8.910 595 597 600 rvB3 117405 189976 1.72% 0.220%
37 8.990 600 604 607 rBVS5 53541 175843 1.60% 0.203%
38 9.196 618 622 623 rVV 7580624 11019681 100.00% 12.734%
39 9.219 623 624 627 rVvV 2064965 1997901 18.13% 2.309%
40 9.333 630 634 636 rvv2 1027269 2156611 19.57% 2.492%

41 9.585 652 656 658 rBv2 163417 255528 2.32% 0.295%
42 9.619 658 659 663 rvVB4 83787 186068 1.69% 0.215%
43 9.745 667 670 671 rBv2 79148 126764 1.15% 0.146%
44 9.790 671 674 676 rBv2 733449 815435 7.40% 0.942%
45 9.859 676 680 682 rvv2 2127821 4086592 37.08% 4.722%

46 10.088 697 700 701 rvB3 118075 177761 1.61% 0.205%
47 10.270 715 716 720 rVB3 220480 496720 4_.51% 0.574%
48 10.453 730 732 735 rBV 554945 749573 6.80% 0.866%
49 10.511 735 737 739 rVV 1244982 1509312 13.70% 1.744%
50 10.659 747 750 752 rvv2 3132576 4273762 38.78% 4_.939%

51 10.705 752 754 756 rvV 127859 184430 1.67% 0.213%
52 10.773 757 760 764 rvB2 218938 408634 3.71% 0.472%
53 10.899 767 771 773 rVB3 86406 158246 1.44% 0.183%
54 10.956 773 776 778 rBv2 220785 320604 2.91% 0.370%
55 11.139 789 792 795 rVvB3 102979 202775 1.84% 0.234%

56 11.219 797 799 803 rvB3 330184 398110 3.61% 0.460%
57 11.345 808 810 813 rBV 2402670 2260561 20.51% 2.612%
58 11.539 825 827 835 rVB 810101 1370377 12.44% 1.584%
59 11.745 842 845 847 rVB 91763 123781 1.12% 0.143%
60 12.134 877 879 882 rBv2 140120 158322 1.44% 0.183%

61 12.259 888 890 893 rBvV2 60215 113400 1.03% 0.131%
62 12.488 908 910 913 rBV3 72514 171548 1.56% 0.198%
63 12.579 916 918 921 rvVv 845165 1136453 10.31% 1.313%
64 12.625 921 922 928 rVB 287437 293640 2.66% 0.339%
65 12.819 937 939 942 rBV 268590 421214 3.82% 0.487%

66 12.934 947 949 952 rBV 5277021 6123310 55.57% 7.076%
67 13.311 979 982 984 rvv2 98553 140143 1.27% 0.162%
68 13.528 997 1001 1007 rBV2 241432 511026 4.64% 0.591%
69 13.848 1027 1029 1034 rBV2 140039 276509 2.51% 0.320%
70 13.985 1038 1041 1043 rVV 1512679 1577217 14.31% 1.823%

71 15.402 1162 1165 1168 rBV 1227432 1461302 13.26% 1.689%

8270-BF123115.M Mon Jan 18 15:24:52 2016 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 86534599
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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: BF084495.D
7000000
6.59
6000000 7.39
5000000

4000000

5.42

3000000
6.82

2000000 6.45

1000000

4.34

o
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: BF084495.D

7000000

6000000
12.93

5000000
4000000
10.66
3000000

2000000

1000000

A A ACAN) A ~
0 T T T T [ T T T T T 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: BF084495.D

7000000
6000000
5000000
4000000
3000000
20000001 13.99

15.40

1000000
13.8

s e e e e

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\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3-Penten-2-one, 4-methyl- Concentration Rank 14

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

4.34 5.14 ng 479976 1,4-Dichlorobenzene-d4 6.82
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. 2.4-dimethvl- 98 C7H14 000625-65-0 80
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 80
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72

Abundance Scan 197 (4.338 min): BF084495.D (-194) (-) m/z 83.10 100.00%
55 B
5000 43 o8 [\_
rryrrTTyrrrTpTTTTTT T
4.00 4.20 4.40 4.60
0 ...,....,....,..?3|,-':..‘.‘?'.|:.'.?1..‘?7.,...77.,.'...,....~,.... m/z 55.05 94.36%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000
29 98 400 4.20 4.40 4.60
m/z 43.10 37 .84%
0 23“\ 37\\‘\ 49M ‘ | 61 67 77 | 92 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% IDENREBENARE AR SRR
43 4.00 420 4.40 4.60
5000 m/z 98.10 34 .49%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3309: 2-Pentene, 2,4-dimethyl- B e R
83 4.00 4.20 4.40 4.60
55 m/z 39.05 23 .55%
41
5000
27 98
15
o P e el e 7l o«
m/z--> 0 20 30 40 50 60 70 8 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 19.07 ng 1781950 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 254 (4.990 min): BF084495.D (-252) (-) m/z 43.10 100.00%
43
59
5000
101 460 480 500 520 5.40
Ol S e 8| 89 10 58.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRS S R
460 4.80 5.00 5.20 5.40
m/z 101.10 17.03%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 5.40
5000 m/z 58.10 15.16%
41
53 73 86
e S S S UL SURILLS UL IR IR SIS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.08%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Butanoic acid, 3-methyl- Concentration Rank 11

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

5.13 5.37 ng 501550 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 83
2 Pentanoic acid 102 C5H1002 000109-52-4 45
3 Formic acid hvdrazide 60 CH4N20 000624-84-0 40
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 40

5 N-Carbomethoxy-N-methoxymethylamine 119 C4H9NO3 153654-07-0 39

Abundance Scan 266 (5.127 min): BF084495.D (-257) (-) m/z 60.00 100.00%
60
5000
41
“ & 4.80 5.00 5.20 5.40
98 : : : :
0 ...,....|,|...':- ..7.1.,.|...,....,....,....,....,....,?0.7.. m/z 41.10 34.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4193: Butanoic acid, 3-methyl-
60
5000
41 480 5.00 5.20 5.40
27 g7 m/z 43.10 26.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
B R EAAREEEE LS S
480 5.00 520 5.40
5000 m/z 45.05 22 .44%
73
oy 4
15 87 101
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #292: Formic acid hydrazide AP e e
60 480 5.00 520 5.40
m/z 87.05 17.82%
5000 43 ///\u/\\ﬂ—am
O e e e e R BB EE et R LY
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1,3,5,7-Cyclooctatetraene Concentration Rank 13

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

5.63 5.27 ng 492877 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5.7-Cvclooctatetraene 104 C8HS8 000629-20-9 97
2 Stvrene 104 C8HS8 000100-42-5 96
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 96
4 Indan. epoxide 132 C9H80 000768-22-9 64
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 64

Abundance Scan 310 (5.630 min): BF084495.D (-309) (-) m/z 104.05 100.00%
104
5000 78
51
39 63 89 207 5.0 540 560 580 6.00
0 R B R B m/z 103.00 48_.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4764: 1,3,5,7-Cyclooctatetraene
104
5000 8 e
520 540 560 5.80 6.00
m/z 78.05 45 _.52%
0 "'|'2"7"|"‘h'|6‘3 "|'§%'|""|""| S NS SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104
SARAR SRR SRARERRASERAR
520 540 560 5.80 6.00
5000 78 m/z 51.00 29.93%
51
oL 15 27 39 | 63 89
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4766: Bicyclo[4.2.0]octa-1,3,5-triene
104 520 540 560 5.80 6.00
m/z 77.00 22 .56%
5000 78
51
39
0 "'l??"l""G?"|'§%'|""|""| S N SRS AR U R R
m/z--> 20 40 60 80 100 120 140 160 180 200 520 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 17

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

5.82 3.66 ng 342208 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 35
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 27
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 327 (5.824 min): BF084495.D (-325) (-) m/z 43.10 100.00%
43 7
5000
IIII/\IIIIIIIIIIIIII
115
55 100 540 560 5.80 6.00 6.20
O et e B 27 Tn/z 73.05  94.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 N LS AR B
540 560 5.80 6.00 6.20
m/z 115.10 12 .49%
15 29 | 55 g5 100 115
o+
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
30 73
43 540 560 580 6.00 6.20
5000 m/z 41.10 9.69%
o 58 87 100 117
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7962: 1,3-Dioxolane, 2-(1-methylethyl)- e S et
73 540 560 5.80 6.00 6.20
m/z 42.05 6.50%
5000
43
0 2‘\7\ \H 5\? Il 86 101 115
m/z--> 20 40 60 80 100 150 140 160 180 200 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.59 Concentration Rank 2

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

6.59 58.78 ng 5493290 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 394 (6.590 min): BF084495.D (-391) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 620 6.40 6.60 6.80 7.00
o g8 ltenr | 1er 193 207 i CGETT0 43, 29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R A S R R
6.20 6.40 6.60 6.80 7.00
2 m/z 134.00 34 .25%
O'I'ﬂ'ml'HW'l'j?”"l"'W"" | N SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 27.52%
158 189
e L U S S WL L L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro- .,....,A.. TR
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.64%
5000 63 g
31 101112
B T [ —— SN | G | G ————
m/z--> 20 40 60 8 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00

8270-BF123115.M Mon Jan 18 15:24:59 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1-Hexanol, 2-ethyl- Concentration Rank 9

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

6.90 6.61 ng 617966 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-l1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
3 dI-2-Ethvlhexvl chloroformate 192 C9H17CI02 024468-13-1 59
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 47
5 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 45

Abundance Scan 421 (6.899 min): BF084495.D (-418) (-) m/z 57.10 100.00%
57
5000
41
| 0os 6.60 6.80 7.00 7.20
o..,....,....,....',!...,.~..|:,....'!~....,.|!..9,.1..:,....,...1.1,9....,1.??.,....,. m/z 41.10 34.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13220: 1-Hexanol, 2-ethyl-
57
5000
43 6.60 6.80 7.00 7.20
29 ‘ 70 g3 m/z 43.10 32.09%
98
0"I"%ﬁ"J““"JIh"I'“ll"'»“'"PM"I'”ll"”%}?”l"'ﬂ"'W""P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
42 660 680 7.00 720
5000 m/z 55.10 23.95%
29
71
ol 50 8 s M2 g3 43
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #50875: dI-2-Ethylhexyl chloroformate
57 6.60 6.80 7.00 7.20
m/z 56.10 19.19%
5000 70
41
29 ‘ 83
0 15 | ‘ il 50 [ ‘ 99 1:!-2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

8270-BF123115.M Mon Jan 18 15:25:00 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown8.38 Concentration Rank 7

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

8.38 8.25 ng 1110890 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 4-methoxv- 136 C8H802 000123-11-5 49
2 Benzothiazole 135 C7H5NS 000095-16-9 43
3 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 38
4 Benzeneacetic acid 136 C8H802 000103-82-2 38
5 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 38

Abundance Scan 551 (8.385 min): BF084495.D (-548) (-) m/z 91.05 100.00%
q1
135
5000
o 65 108
51 82 8.00 8.20 8.40 8.60 8.80
o...,....,....,...:',..-..;'.:.:,:':'..',Z‘f'.,:...'il...lf’.l..l,..1.1.7,.1.2:‘?,...'.,.... m/z 135.00  56.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15722: Benzaldehyde, 4-methoxy-
135
5000
77 8.00 8.20 8.40 8.60 8.80
39 g 63 92 107 m/z 136.00 30.17%
o R N O R ”..,u”.,..ﬁ,..?ﬁQ...,”.h,..”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
135
8.00 820 840 8.60 8.80
5000 m/z 108.00 20.14%
108
69 o
o 27 38 45 58 91 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15714: Benzoic acid, 4-methyl- — T
il 8.00 8.20 840 8.60 8.80
m/z 92.00 16.23%
119 136
5000
18 51 ‘
0"'l“'”l”?zl”'JF“"w“"F“"l“Tzw"M"gﬁ'}ﬂz"“ﬁ"“l'”“l"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80

8270-BF123115.M Mon Jan 18 15:25:00 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 10 Vanillin Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.33 10.55 ng 2156610 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 95
3 4-Hvdroxv-2-methoxvbenaldehvde 152 C8H803 018278-34-7 87
4 Vanillin lactoside 476 C20H28013 1000129-94-7 78
5 Benzaldehyde, 4-(methylthio)- 152 C8H80S 003446-89-7 64

Abundance Scan 634 (9.333 min): BF084495.D (-630) (-) m/z 151.00 100.00%
151
5000
53 81 109 103 L L e o e  Rma
39 65 93 137 174 207 9.00 9.20 9.40 9.60
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24646: Vanilin
151
5000 ||||||||||||||||||||||j}
81 9.00 9.20 9.40 9.60
53 109 153 m/z 81.00 24 .33%
L0 I I A E—
m/z--> 20 80 100 120 140 160 180 200
Abundance
151
R e R EEEEE TR
9.00 9.20 9.40 9.60
5000 81 m/z 109.00 20.94%
53
109
15 29 65 123
41 93 137
O L i o o o BN I e o o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24693: 4-Hydroxy-2-methoxybenaldehyde R e BN R
151 9.00 9.20 9.40 9.60
m/z 123.00 17.59%
5000 123
81 109
S R
0....,....,‘..“‘ M T N NN M WSR—
m/z--> 20 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF123115.M Mon Jan 18 15:25:01 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Ethanone, 1-(4-hydroxy-3-me... Concentration Rank 15

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

9.79 3.99 ng 815435 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(4-hvdroxv-3-methoxv... 166 C9H1003 000498-02-2 95
2 Ethanone. 1-(3-hvdroxv-4-methoxyv... 166 C9H1003 006100-74-9 94
3 Ethanone. 1-TI4-(methvithio)phenvl1l- 166 C9H100S 001778-09-2 80
4 Stibine. trimethvl- 166 C3H9Sb 000594-10-5 78
5 Ethanone, 1-(2-hydroxy-4-methoxy... 166 C9H1003 000552-41-0 74

Abundance Scan 674 (9.790 min): BF084495.D (-671) (-) m/z 151.00 100.00%
181
5000 166
123 A
43 108 D AR SRR S
65 77 g3 136 9.40 9.60 9.80 10.00 10.20
O B g S5 L L O ams 207 1 7o 166.05  47.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33813: Ethanone, 1-(4-hydroxy-3-methoxyphenyl)-
151
5000 R UL IR SN B
166 9.40 9.60 9.80 10.00 10.20
43 65 77 ]D8]23 m/z 123.00 27 .15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
166 9.40 9.60 9.80 10.00 10.20
5000 m/z 43.10 13.64%
123
oL 15 28 43 5, 65 77 93 108 136
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33864: Ethanone, 1-[4-(methylthio)phenyl]- T T e T T T e T T
151 9.40 9.60 9.80 10.00 10.20
m/z 108.00 11.92%
166
5000
T 79 108 123
0 ---|-2(-3--‘|‘--‘--F?-‘-‘l‘“‘--g:-[w-l--|‘--:-I-3i6|--l‘-|-‘i--|----|---- N L B e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00 10.20

8270-BF123115.M Mon Jan 18 15:25:02 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl10.45 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.45 3.67 ng 749573 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaminophen 151 C8H9NO2 000103-90-2 43
2 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 43
3 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 43
4 Metacetamol 151 C8H9NO2 000621-42-1 43
5 7-Oxa-bicyclo[2.2.1]heptan-2-0l,... 254 C14H2204 329362-13-2 32
Abundance Scan 732 (10.453 min): BF084495.D (-730) (-) m/z 43.10 100.00%
43
109
5000
151 R e  BLEE am S
69 85 213 I I T T
123 10.20 10.40 10.60 10.80
0 ...,....,| ST 24 .|:-. 109 2 22 m/z 109.10 58.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23673: Acetaminophen
109
5000 151 AR RARAR AR AR
1020 10.40 10.60 10.80
43 80 m/z 151.05 19.30%
14 27 , 65 \\ 93 || 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 109
10.20 10.40 10.60 10.80
5000 m/z 41.10 19.14%
80
151
123
O A A B e Baa s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23822: m-Isopropoxyaniline e E e AR
109 10.20 10.40 10.60 10.80
m/z 45.10 15.55%
5000
151
ol 27 4L 65 h 93 | 122136
m/z--> 20 4'0 6|O 80 100 120 14'10 160 180 200 220 240 260 1020 10.40 10.60 10.80

8270-BF123115.M Mon Jan 18 15:25:03 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Tributyl phosphate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.51 7.39 ng 1509310 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 91
2 Tetrabutvlammonium t-butvlphosphite 379 C20H46NO3P 1000164-81-7 39
3 Phosphoric acid. tris(2-ethvlhex... 434 C24H5104P 000078-42-2 33
4 trans-Decalin-2-one. 6.6-ethvlen... 210 C12H1803 1000126-93-8 28
5 Dicyclohexylmethylsilane 210 C13H26Si 037591-76-7 9
Abundance Scan 737 (10.511 min): BF084495.D (-735) (-) m/z 99.00 100.00%
99
5000
57 155 N SRR
41 | e 125 183 211 o, 10.20 10.40 10.60 10.80
Obrerprrrefrrl e pesre bbb e || M7z 155,00 19 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #97594: Tributyl phosphate
99
5000
10.20 10.40 10.60 10.80
41 57 155 m/z 57.10 13.66%
125 211
o T O . R (RO Y-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
139 N A SRR
10.20 10.40 10.60 10.80
5000 - m/z 41.10 10.64%
31 155
195
o 8L 123 179 211227 251 286
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162431: Phosphoric acid, tris(2-ethylhexyl) ester i B A R
99 10.20 10.40 10.60 10.80
m/z 125.00 8.93%
5000
57
41
0 \ ﬂ |83 | |125 153181 211 323
||||||||||||||||||||||| TTTT I T T T[T T T[T T T TTTT[TTTT |||| |||| |||| |||| |||||||| —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.20 10.40 10.60 10.80

8270-BF123115.M Mon Jan 18 15:25:04 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Tridecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.62 ng 408634 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Hexadecane 226 C16H34 000544-76-3 52
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 52
4 Tetradecane 198 C14H30 000629-59-4 50
5 Eicosane 282 C20H42 000112-95-8 49
Abundance Scan 760 (10.773 min): BF084495.D (-757) (-) m/z 57.10 100.00%
57
43
5000
LN U BN I
10.40 10.60 10.80 11.00
o 109 184 198 m/z 43.10  70.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane
43 37
71
5000 AR U AR B
85 mmmmmmnm
29 m/z 71.10 59.32%
ohis | | Puswrinas e
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57
43 RUNUNNSUNRUSE BV I
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 39.86%
o 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 200 250
Abundance #36170: Undecane, 2-methyl- R ol A
43 10.40 10.60 10.80 11.00
57 m/z 41.10 31.59%
5000 - 71
85
I T ey
m/z--> ﬁo Jo éo 50 160 150 150 160 180 260 250 1040 1060 1080 1100 '

8270-BF123115.M Mon Jan 18 15:25:05 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownll.22 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.22 3.52 ng 398110 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sarin 140 C4H10FO02P 000107-44-8 38
2 2-Pentvl methvlphosphonofluoridate 168 C6H14F02P 000761-93-3 27
3 4-Methoxvpvridine-N-oxide 125 C6H7NO2 001122-96-9 18
4 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 14
5 Phosphonofluoridic acid, methyl-_._.. 210 C9H20FO2P 144313-52-0 14
Abundance Scan 799 (11.219 min): BF084495.D (-797) (-) m/z 41.10 100.00%
9 125
5000 57
7185 o e o o o o
0 m/z 99.00 88.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17443: Sarin
99
5000 AR A B BN
125 10. 80 11. oo 11. 20 11. 40 11. 60
81 m/z 125.00 80.57%
oL 2T s
m/z--> ﬁo Jo éo éo 160 150 150 1é0 1§0 200 220 240 2éo 2éo
Abundance
99
—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—rv—h
10.80 11.00 11.20 11.40 11.60
5000 55 125 m/z 57.10 47 .53%
7% 70
o 153
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10453: 4-Methoxypyridine-N-oxide B L S B S
125 10.80 11.00 11.20 11.40 11.60
m/z 43.10 45 _37%
5000
110
2§ 52 68 82 oo |
OI” |‘|||||‘l||l‘||H|||||||||||||||||||||||||||||||||||||||||| —_ —_T —_T — —
m/z--> ﬁo Jo éo éo 160 150 150 1é0 1éo 200 220 240 2éo 2éo 1080 1100 1120 1140 1160

8270-BF123115.M Mon Jan 18 15:25:06 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownll.54 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.54 12.12 ng 1370380 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanol. 3-methvl- 130 C8H180 031367-46-1 35
2 5-Methoxvmethoxvhexa-2.3-diene 142 C8H1402 1000190-45-1 35
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 23
4 Ethanol. 2-T2-(ethenvloxv)ethoxvl- 132 C6H1203 000929-37-3 23
5 Propanoic acid, 2-hydroxy-, buty... 146 C7H1403 000138-22-7 17
Abundance Scan 827 (11.539 min): BF084495.D (-825) (-) m/z 45.10 100.00%

I

5000 g9 109
151 rryrrrryrrrryryrrrryr T
69 11.20 11.40 11.60 11.80
135 239
Ottty 250 | 160 103209 239 267 281 | T U3 NG 70.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13241: 2-Heptanol, 3-methyl-
45
5000 LI L L L L LB LB L B}
11.20 11.40 11.60 11.80
84 m/z 109.10 39.24%
29
o 69 08 112 159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
B SEREEEEEE e o
11.20 11.40 11.60 11.80
5000 m/z 89.10 36.88%
2 89 112
o2 68 127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114007: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45 11.20 11.40 11.60 11.80
m/z 151.10 25.10%
5000
89
¥ ‘ 103 33
o\ww e Waraes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

8270-BF123115.M Mon Jan 18 15:25:07 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl2.58 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.58 10.05 ng 1136450 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15.18-Hexaoxabicvclol18... 418 C18H27Br06 111982-22-0 36
2 2-Propanol. 1.1"-oxvbis- 134 C6H1403 000110-98-5 32
3 1.3.3-Trimethoxvbutane 148 C7H1603 006607-66-5 23
4 (S)-Isopropvl lactate 132 C6H1203 063697-00-7 23
5 Isopropyl Alcohol 60 C3H80 000067-63-0 22
Abundance Scan 918 (12.579 min): BF084495.D (-916) (-) m/z 45.10 100.00%
45
89 133 Aj\k
5000
T T
6 1*1 195 12.20 12.40 12.60 12.80
ol k2l .‘.-‘.t.lk‘.‘. A 230 A 35 | m/z 43.10 57.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159868: 3,6,9,12,15,18-Hexaoxabicyclo[18.3.1]tetracosa-1(...
45
89
5000 RUNAESR BJRSA RUUREN SUGEE R
133 12:20 12.40 12.60 12.80
m/z 89.10 54 _.27%
182 591
ol L 86 | L 159 | |"244 288 314339 376 418
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
89 12.20 12.40 12.60 12.80
5000 m/z 133.10 53.34%
0 }5 U '|¥1?" [rrr T rrr [Tt
m/z--> 50 100 150 200 250 300 350 400
Abundance #22075: 1,3,3-Trimethoxybutane AR e e AR
5 12.20 12.40 12.60 12.80
89 m/z 109.10 25.78%
5000
117
15, ) e | ‘
0 IH"L"I""'I""I""I""I""I""IIII rprrrTpTTrTT T TT T T e T T
m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.82 5.34 ng 421214 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 94
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 64
3 2H.8H-Benzoll.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 59
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 58
5 9-Propanoyl-1,2,3,4,5,6,7,8-octa... 242 C17H220 1000255-01-4 50
Abundance Scan 939 (12.819 min): BF084495.D (-937) (-) m/z 213.10 100.00%
213
5000 A_/\
119
9 65 _ 228 1240 12.60 12.80 13.00 13.20
135 165 198 . . . . .
o...,....',“..-.I.n,u'..??.."..?9?.'.;....,.1.‘?1.,....1?.1...,....,.!-..2]45?..,2.6.6. m/z 119.00 33.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75158: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 AR
228 12,40 12.60 12.80 13.00 13.20
119 m/z 91.10 19.07%
o153 0 7s %105 | 135 152165 183197 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
213
1240 1260 12.80 13.00 13.20
5000 m/z 214.10 15.21%
185
228
0 63 77 101 128 199
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b'dipyran-2-one, 8,8-dimethyl-
213 12.40 12.60 12.80 13.00 13.20
m/z 228.10 13.00%
5000
185 228
oL 28 51 69 92 114128141 157171 | 199 |
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 24'10 260 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl13.53 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.53 6.48 ng 511026 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol 238 C10H2206 004792-15-8 43
2 Hexaaol 282 C12H2607 002615-15-8 38
3 2-Propanol. 1.1"-oxvbis- 134 C6H1403 000110-98-5 37
4 Ether. 2-chloro-1-methvlethvl is... 136 C6H13CIO 098277-76-0 35
5 Diisopropyl ether 102 C6H140 000108-20-3 35
Abundance Scan 1001 (13.528 min): BF084495.D (-997) (-) m/z 45.10 100.00%
45
5000 8 A/\’//LA‘
171
109 133 ‘ 195 PRAUNLN NESA SN SN
151 13.20 13.40 13.60 13.80
3 I— '-” Bl il 2 UL L 228237281 267082 | A 07 4G w7y,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80590: Pentaethylene glycol
45
5000 RS BB UARSUARRE
a9 Bmmmnmnm
. m/z 89.10 49 _.07%
ol 31| " 75 | 103119133149163178 208 239
m/z--> 25 46 éo éo 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
45
13.20 13.40 13.60 13.80
5000 m/z 171.10 29.58%
89
o 29 | 5973 | 103119133147 163177 195209 239 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I I

Abundance #14585: 2-Propanol, 1,1'-oxybis- T T T
13.20 13.40 13.60 13.80

m/z 109.00 15.40%

5000

3

13 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084495.D

Aca On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Cyclopentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.51 ng 276509 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 92
2 Z-8-Hexadecene 224 C16H32 1000130-87-5 89
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 87
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 1-Hexacosanol 382 C26H540 000506-52-5 86

Abundance Scan 1029 (13.848 min): BF084495.D (-1027) (-) m/z 57.10 100.00%

43 Y7

83

97

:

5000

125 LN L L L L L LB LN L L LI

144158172185 210 235 957 267 283 13.60 13.80 14.00 14.20
m/z 55.10 99.39%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane
41 55

:

69 g5

13.I60 13.I8O 14.IOO 14.I20
m/z 43.10 85.56%

5000

125
2 139153 182 210
0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
4 55
B
%9 83 97 o 13.60 13.80 14.00 14.20
5000 m/z 83.10 72.88%
111
125
0 139153167181 196
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90869: 13-Tetradecen-1-ol acetate R AR RRRES T
43 13.60 13.80 14.00 14.20
m/z 69.10 67.75%
57 83 g7
125
o L 139153167 194208222237 254
ey B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
Data File : BF084495.D

Acq On : 15 Jan 2016 17:13

Operator : SJ/UM

Sample : H1114-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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. .. 4.34 5.1 ng 479976 1 6.82 1869110 20.0
2-Pentanone, 4-hy... 4_.99 19.1 ng 1781950 1 6.82 1869110 20.0
Butanoic acid, 3-... 5.13 5.4 ng 501550 1 6.82 1869110 20.0
1,3,5,7-Cycloocta... 5.63 5.3 ng 492877 1 6.82 1869110 20.0
2-Pentanone, 4-me... 5.82 3.7 ng 342208 1 6.82 1869110 20.0
unknown6 .59 6.59 58.8 ng 5493290 1 6.82 1869110 20.0
1-Hexanol, 2-ethyl- 6.90 6.6 ng 617966 1 6.82 1869110 20.0
unknown8.38 8.38 8.3 ng 1110890 2 8.11 2691450 20.0
Vanillin 9.33 10.6 ng 2156610 3 9.86 4086590 20.0
Ethanone, 1-(4-hy... 9.79 4.0 ng 815435 3 9.86 4086590 20.0
unknown10.45 10.45 3.7 ng 749573 3 9.86 4086590 20.0
Tributyl phosphate 10.51 7.4 ng 1509310 3 9.86 4086590 20.0
Tridecane 10.77 3.6 ng 408634 4 11.34 2260560 20.0
unknownll.22 11.22 3.5 ng 398110 4 11.34 2260560 20.0
unknownll.54 11.54 12.1 ng 1370380 4 11.34 2260560 20.0
unknownl12 .58 12.58 10.1 ng 1136450 4 11.34 2260560 20.0
Phenol, 4,4"-(1-m... 12.82 5.3 ng 421214 5 13.99 1577220 20.0
unknown13.53 13.53 6.5 ng 511026 5 13.99 1577220 20.0
Cyclopentadecane 13.85 3.5 ng 276509 5 13.99 1577220 20.0
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