LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 5.127 264 266 271 rBV 786001 885348 15.76% 2.030%
2 5.550 301 303 306 rBY 1847514 2452899 43.66% 5.624%
3 6.579 391 393 396 rBVY 1464145 1528247 27.20% 3.504%
4 6.716 402 405 407 rBV 3713212 3529370 62.82% 8.092%
5 6.796 407 412 417 rVB5 31889 127778 2.27% 0.293%
6 6.944 422 425 427 rBV 1203429 1041839 18.54% 2.389%
7 7.105 436 439 441 rBV 3429029 3391350 60.36% 7.776%
8 7.516 471 475 477 rBV 2725978 3102100 55.21% 7.113%
9 7.562 477 479 481 rBvV2 41054 60117 1.07% 0.138%
10 7.756 493 496 499 rvVB 65246 94178 1.68% 0.216%

11 7.859 502 505 506 rBvV 260993 357365 6.36% 0.819%
12 7.882 506 507 511 rVB 363492 343534 6.11% 0.788%
13 7.973 512 515 519 rVB 209580 218000 3.88% 0.500%
14 8.236 535 538 540 rBV 1490763 1341113 23.87% 3.075%

15 8.362 545 549 550 rBV3 37037 64468 1.15% 0.148%
16 8.476 556 559 561 rBv2 140723 247544 4.41% 0.568%
17 8.510 561 562 565 rVvB 77584 77325 1.38% 0.177%
18 8.568 565 567 568 rBvV 60829 60771 1.08% 0.139%
19 8.602 568 570 572 rvv2 40954 63241 1.13% 0.145%
20 8.659 572 575 579 rVB3 77430 137604 2.45% 0.316%
21 9.002 603 605 610 rvv4 32849 67787 1.21% 0.155%
22 9.082 610 612 615 rVB3 38955 66649 1.19% 0.153%
23 9.162 615 619 623 rBV5 46635 152190 2.71% 0.349%
24 9.242 623 626 627 rBv2 49154 72002 1.28% 0.165%
25 9.322 630 633 635 rBVY 5107260 5618350 100.00% 12.882%
26 9.436 641 643 645 rVB3 51910 57493 1.02% 0.132%
27 9.505 648 649 651 rvB 75395 74869 1.33% 0.172%
28 9.539 651 652 655 rBv2 42516 66441 1.18% 0.152%
29 9.608 655 658 660 rvv2 59639 90220 1.61% 0.207%

30 9.653 660 662 664 rBv2 80281 107489 1.91% 0.246%

31 9.710 665 667 669 rvv 308416 281201 5.01% 0.645%
32 9.745 669 670 674 rvv4 40689 89779 1.60% 0.206%
33 9.813 674 676 677 rVvV 55423 62651 1.12% 0.144%
34 9.848 677 679 682 rvv2 91837 149755 2.67% 0.343%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.996 690 692 695 rvB 1703163 1613771 28.72% 3.700%

36 10.065 695 698 700 rBV3 28992 63709 1.13% 0.146%
37 10.156 705 706 709 rBV 116627 168160 2.99% 0.386%
38 10.385 724 726 728 rBV2 58297 79870 1.42% 0.183%

39 10.671 749 751 754 rVB 192852 256371 4_56% 0.588%
40 10.796 759 762 764 rVV 2697838 2973369 52.92% 6.817%

41 10.853 764 767 770 rvV 131417 170890 3.04% 0.392%
42 10.911 770 772 775 rVV3 247607 390080 6.94% 0.894%
43 10.979 775 778 779 rvV 114940 196709 3.50% 0.451%
44 11.002 779 780 782 rVvVv2 144203 223400 3.98% 0.512%
45 11.036 782 783 785 rvv2 154836 201843 3.59% 0.463%

46 11.105 787 789 792 rvv2 92458 199401 3.55% 0.457%
47 11.151 792 793 795 rvB2 171897 185063 3.29% 0.424%
48 11.196 795 797 799 rBV 141734 253658 4_.51% 0.582%
49 11.231 799 800 802 rVvB 97582 94581 1.68% 0.217%
50 11.356 808 811 812 rBv2 111575 219370 3.90% 0.503%

51 11.379 812 813 815 rVB 251880 228801 4_.07% 0.525%
52 11.494 820 823 825 rBV 1409095 1560351 27.77% 3.578%
53 11.665 836 838 840 rBV 198297 217464 3.87% 0.499%
54 11.699 840 841 845 rVB 70221 117843 2.10% 0.270%
55 11.894 854 858 862 rvB2 83320 172878 3.08% 0.396%

56 12.751 931 933 936 rBV 121606 169985 3.03% 0.390%
57 12.854 940 942 944 rVB 61858 63963 1.14% 0.147%
58 13.082 959 962 964 rBV 3497736 4805434 85.53% 11.018%
59 13.631 1008 1010 1012 rVB 321056 281864 5.02% 0.646%
60 13.962 1037 1039 1051 rBV2 91675 191329 3.41% 0.439%

61 14.122 1051 1053 1056 rVB 1262600 1189788 21.18% 2.728%
62 15.597 1179 1182 1186 rVB 713560 1044352 18.59% 2.395%

63 16.043 1219 1221 1226 rVB 55316 102521 1.82% 0.235%
64 16.557 1263 1266 1272 rVB2 43501 96573 1.72% 0.221%

Sum of corrected areas: 43614458
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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: BF092696.D
5000000

4000000 6.72
7.10

3000000 752

2000000 5.55

6.58
6.94

1000000 5.13

o —— b e S e AT

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: BF092696.D
5000000 9|32

4000000 13.08

3000000 10.80

2000000 10.00

1000000

V.97

O e e e 44 ¥4V —0/ —m—m—" 74+ —r—"—"+"7r7-—r—r—1rr—r+r—+—r—"r—"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: BF092696.D
5000000

4000000

3000000

2000000
14.12

1000000 15.60

13.96 16.04 16.56

o] ——————— e e e e e SRR EEaa

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:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 3

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

5.13 17.00 ng 885348 1,4-Dichlorobenzene-d4 6.94
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-(1-methvleth... 116 C7H160 017348-59-3 40
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 t-Butyl ethyl ether 102 C6H140 1000118-18-4 23

Abundance Scan 266 (5.127 min): BF092696.D (-264) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 AR RS SRR AR
480 5.00 520 5.40
il L 731 830 | 7 759 16 56.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T S0 5% S
0
150 a0 1010 m/z 101.10 16.13%
'"|“t'|“'”H“'“U“"|“*'|“"|“"F%q'|“'*N“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 14 .90%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 480 5.00 520 5.40
m/z 41.05 8.75%
5000
410 101.0
150 340 ||| 510, | 690 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 2 unknown6.72 Concentration Rank 1

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

6.72 67.75 ng 3529370 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 405 (6.716 min): BF092696.D (-402) (-) m/z 132.10 100.00%
130.1
5000 68.1
200 S Tk ¢k 6k b
o A o e e m/z 68.10 43.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U SRR L R
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.10 32.83%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.10 27 .78%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.22%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R BREEEE R L
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 3 3-Heptanol, 3,6-dimethyl- Concentration Rank 20

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

6.80 2.45 ng 127778 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol. 3.6-dimethvl- 144 C9H200 001573-28-0 50
2 3.4-Dimethvl-5-hexen-3-ol 128 C8H160 001569-45-5 22
3 3.5-Dimethvl-5-hexen-3-ol 128 C8H160 001569-46-6 10
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 9
5 3-Heptanol, 3,5-dimethyl- 144 C9H200 019549-74-7 9

Abundance Scan 412 (6.796 min): BF092696.D (-407) (-) m/z 73.10 100.00%
741
5000 55.0
43.1 97.2
| | | 851 Ho1 129.1 6.40 6.60 6.80 7.00 7.20
B L o e e L N L R m/z 55.05 43.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20276: 3-Heptanol, 3,6-dimethyl-
73.0
5000 550 USRS L
43.0 6.40 6.60 6.80 7.00 7.20
290 115.0 m/z 59.00 40.76%
15.0 “ 83.0 ‘ . 1290
mz-> 10 20 3'0 ph s'o 6 7'0 80 90 100 110 120 130
Abundance
73.0
43.0 6.40 6.60 6.80 7.00 7.20
5000 55.0 m/z 97.20 20.85%
29.0
15.0 99.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12178: 3,5-Dimethyl-5-hexen-3-ol SRR A S 007 LPND S N 4
73.0 6.40 6.60 6.80 7.00 7.20
43.0 m/z 43.10 19.25%
5000 55.0
29.0
..,.1?.‘.’,...‘i‘,....U..\..,..l‘.,...m,.=..??.9.,..??,(.’...1,1.%9.,....,....
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 5 1-Propanol, 2-(2-hydroxypro... Concentration Rank 4

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

7.86 5.33 ng 357365 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-hvdroxvypropoxv)- 134 C6H1403 000106-62-7 83
2 Methane. diethoxv- 104 C5H1202 000462-95-3 78
3 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 72
4 2-Propanol. 1.1"-I(1-methvl-1.2-... 192 C9H2004 001638-16-0 64
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64

Abundance Scan 505 (7.859 min): BF092696.D (-502) (-) m/z 59.10 100.00%

59.1
5000
103.1

43.0 L
760 780 800 820
72.1 132.1

o...,....,....,....,|:|.|..,...':,-....,.~...,?‘?;?,....,....,.1.1.7.-,1....,....,... m/z 103.10 22.16%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14599: 1- Propanol 2-(2-hydroxypropoxy)-
59.0
5000 T vk 8 8%
31.0 103.0

45.0 m/z 43.05 18.26%

R RA RN R RN e s B e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
31.0 59.0

7.60 7.80 8.00 8.20

5000 m/z 45.10 12 _.58%
103.0
15.0 45.0
75.0 89.0
mﬂmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14583: 1-Propanol, 2,2'-oxybis- R ARANEEERE na ey
59.0 7.60 7.80 8.00 8.20

m/z 41.10 12 _.56%

5000
31.0 45.0 103.0
150 ‘ i ‘ 750 890

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 2-Butanol, 3,3"-oxybis- Concentration Rank 5

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

7.88 5.12 ng 343534 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 72
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
3 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 64
4 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 64
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 59

Abundance Scan 507 (7.882 min): BF092696.D (-506) (-) m/z 59.10 100.00%
54.1
5000
45.1
\J oS4 7.60 7.80 8.00 820
87.0 . ) . .
...,....~,....~'i..7.3'9,.'...,|....12,2]'1...,....,....,. m/z 45.10 30.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31006: 2-Butanol, 3,3'-oxybis-
59.0
5000
310 450 103.0 7.60 7.80 8.00 8.20
m/z 43.10 25.31%
150 | || | 750890 | 1180 134.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
760 7.80 8.00 820
5000 m/z 103.10 18.06%
31.0 45.0 103.0
15.0 75.0 89.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #70349: 2,5,8,11,14-Pentaoxapentadecane e
54.0 7.60 7.80 8.00 8.20
m/z 41.10 16.29%
5000
29.0 45.0 103.0
15.0 “H “‘ 730 870 | 1170 133.0147.0 177.0
m/z--> 20 40 60 80 100 120 140 160 180 760 7.80 8.00 8.20

8270-BF013017.M Wed Feb 01 14:19:24 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 5-Ethyl-3-methylhept-1-en-4-ol Concentration Rank 10

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

7.97 3.25 ng 218000 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-EthvI-3-methvlhept-1-en-4-ol 156 C10H200 286424-80-4 53
2 Butane. l-ethoxv- 102 C6H140 000628-81-9 43
3 Ether. hexvl t-butvl 158 C10H220 069775-79-7 37
4 Butanedioic acid. monomethvl ester 132 C5H804 003878-55-5 27
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 25

Abundance Scan 515 (7.973 min): BF092696.D (-512) (-) m/z 59.10 100.00%
1
5000
1141 131.2 145.1 7.60 7.80 8.00 8.20
m/z 43.10 88.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #27001: 5-Ethyl-3-methylhept-1-en-4-ol
59.0
101.0
5000 43.0 83.0 R LN LN L B
7.60 7.80 8.00 8.20
290 ‘ 710 m/z 57.10 73.78%
'WH“|“M$“M'LWHLPH'A“W“Ml“JVHWH'WH“V“'V“w“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
310 I R R I I
7.60 7.80 8.00 8.20
5000 m/z 101.10 69.59%
43.0 73.0
15.0 87.0 102.0
memwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #28228: Ether, hexyl t-butyl R R ma e
59.0 7.60 7.80 8.00 8.20
m/z 41.10 35.93%
5000 43.0
143.0
270 |l 730850 1000 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 2,4-Diethyl-6-methyl-1,3,5-... Concentration Rank 8

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

8.48 3.69 ng 247544 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Diethvl-6-methvl-1.3.5-trioxane 160 C8H1603 117888-04-7 78
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
3 Dipropvlene alvcol monomethvl ether 148 C7H1603 034590-94-8 72
4 Pentane. 2-methoxv- 102 C6H140 006795-88-6 64
5 2-Butanol, 3,3"-oxybis- 162 C8H1803 054305-61-2 56

Abundance Scan 559 (8.476 min): BF092696.D (-556) (-) m/z 59.10 100.00%
59.1
5000
e 1034 8.20 8.40 8.60 8.80
75.1 87.1 117.1 131.1 146.2 77 A5 05 24 19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29741: 2,4-Diethyl-6-methyl-1,3,5-trioxane
59.0
5000 IR R R U L
8.20 8.40 8.60 8.80
45.0 103.0 m/z 57.10 24.14%
15.0 w L‘ MOBH)‘\lﬁolﬂOMMHwO
m/z--> 10 20 §o Jo 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
820 840 8.60 880
5000 m/z 41.10 21.63%
31.0 45.0 103.0
15.0 75.0 89.0
mmﬁmmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22089: Dipropylene glycol monomethy! ether B EmmEs RS
59.0 8.20 8.40 8.60 8.80
m/z 103.10 18.88%
5000
45.0
73.0
310 103.0
15.0 ‘\ " A 89.0 M 117.0130.0
m/z--> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130 140 150 160 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 Ethyl citrate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.67 3.18 ng 256371 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 91
2 1-Chloromethvl-1-propoxv-1-silac... 206 C9H19CI10Si 1000279-33-1 43
3 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 43
4 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 40
5 1,3,2-Dioxaborinane, 4,6-dimethy... 200 C10H21BO0O3 052910-22-2 39
Abundance Scan 751 (10.671 min): BF092696.D (-749) (-) m/z 157.10 100.00%
157.1
5000 151 J
43.1
R A
87.1 10.40 10.60 10.80 11.00
203.1
et 8O0 e b A8 e | M7z 115.05  48.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103736: Ethyl citrate
157.0
29.0 R BN R LIRS R
5000 115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.10 33.49%
‘ 600 87.0 ‘ 231.0 277.0
m/z--> 25 45 éo 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
45.0 10,40 10.60 10.80 11.00
5000 87.0 m/z 111.00 10.99%
129.0
66.0 108.0 206.0
mﬁmﬁwﬁwﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27862: 1-Amino-2-methylnaphthalene B B E S e peme
157.0 10.40 10.60 10.80 11.00
m/z 42.10 10.59%
- MN«K\/\I\M\
129.0
28.0 51.0 ﬁﬂlmo i
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 2(3H)-Benzothiazolone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.91 5.00 ng 390080 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3HY-Benzothiazolone 151 C7H5NOS 000934-34-9 93
2 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 50
3 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 47
4 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 43
5 2(3H)-Benzoxazolethione 151 C7H5NOS 002382-96-9 38

Abundance Scan 772 (10.911 min): BF092696.D (-770) (-) m/z 151.10 100.00%

151.1
96.0
123.0
5000

69.0 S ARG amassEIEs
31 ) > I 1831 2071 10.60 10.80 11.00 11.20
Ol el fl

ol 932 20T T 77 796.00 0 67.46%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23618: 2(3H)-Benzothiazolone
151.0
96.0
123.0

5000 I BB EEEEE e
10 60 1080 11. OO 11. 20

m/z 123.00 53.65%

69.0
28.0 45.0
2 R VAT VA U SN T —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151.0

10.60 10. 80 11. OO 11.20

5000 m/z 69.00 14 .20%
96.0
4.0 700 122.0
s B R B L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23579: 6-Methyl-7-0x0-4, 7-dihydro-triazolo(3,2-c)triazine R R ma AR
151.0 10.60 10.80 11.00 11.20
1230 m/z 57.10 13.31%
67.0
5000
42.0 83.0
m/z--> 20 80 100 120 140 160 180 200 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.98 2.52 ng 196709 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 72
3 m-Methoxvbenzoic acid. 2-bromo-4... 324 C14H10BrFO3 1000292-63-0 64
4 1-n-Hexvladamantane 220 C16H28 022458-75-9 59
5 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 56
Abundance Scan 778 (10.979 min): BF092696.D (-775) (-) m/z 135.10 100.00%
135.1
5000
107.1
10.60 10.80 11.00 11.20
411 77.0
et b 2202 e M7z 107.10  13.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000 AUV BN UM UL R
1060 10.80 11.00 11.20
410 1070 m/z 136.10 10.74%
170, | | 770 77 | 163.0  206.0
m/z--> %&&%@mmmmmmmm@mﬁ
Abundance
135.0
10.60 10.80 11.00 1120
5000 m/z 95.10 4 .84%
91.0
39.0 65.0

WWTWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129548: m-Methoxybenzoic acid, 2-bromo-4-fluorophenyl ester L L e R
135.0 10.60 10.80 11.00 11.20

m/z 121.10 4.71%

5000

107.0
500 107 16301900 324.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 unknownl11.00 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.00 2.86 ng 223400 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 43
2 Butanamide. N-(2-methvlphenvl)-3._.. 191 C11H13NO2 000093-68-5 38
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 38
4 2-Acetvlbenzoic acid 164 C9H803 000577-56-0 38
5 1-(2,6-Dimethyl-4-propoxyphenyl) ... 220 C14H2002 1000190-22-3 38
Abundance Scan 780 (11.002 min): BF092696.D (-779) (-) m/z 149.10 100.00%
107.1 149.1
5000
58.1 191.2 o I UV L
39.0 771 133.1 10.60 10.80 11.00 11.20 11.40
o L 920 .|.' el TS 2202 Th777107.10  93.58%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #50011: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamino...
43.0 149.0
5000 10.60 10.80 11.00 11.20 11.40
120.0 101.0 m/z 121.10 63.63%
640 890 1050 | L1690 |
m/z--> Jo 60 85 100 120 140 160 180 200 220
Abundance
107.0
10.60 10.80 11.00 11.20 11.40
5000 430 191.0 m/z 55.10 28.67%
270 133.0
58.0 92.0 148.0 173.0
m/z--> 40 60 8 100 120 140 160 180 200 220
Abundance #69544: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty!)- A RREEE RS E ST
149.0 10.60 10.80 11.00 11.20 11.40
m/z 191.15 24 . 44%
5000
41.0 121.0
%00 240 90060 | | 1640 1910 2200
m/z--> 40 60 8 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20 11.40

8270-BF013017.M Wed Feb 01 14:19:28 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 unknownll1.04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.04 2.59 ng 201843 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 38
2 p-Sec-butviphenvl acetate 192 C12H1602 003245-24-7 25
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 25
4 3" .47 -Formoxvlidide 149 C9H11NO 006639-60-7 25
5 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 22
Abundance Scan 783 (11.036 min): BF092696.D (-782) (-) m/z 121.10 100.00%
1211 1491
5000
55'0770951 BRI BN SN B S
. . 191.2
10.80 11.00 11.20 11.40
174.1
...,....',..~.'|.-,~.J.-..|",--..':'|.,.!..'i-..-.":,.:'..,....,..-|.'.,...2.2?.3. m/z 149.10  86.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22577: Acetamide, N-(3-methylphenyl)-
107.0
5000 R B UL BN B
149.0 10.80 11.00 11.20 11.40
43.0 77.0 m/z 107.10 71.01%
15.0 Loy | A | 132. 0 .
m/z--> 20 40 65 80 160 120 140 160 180 200 220
Abundance
121.0
10,80 11.00 11.20 11,40
5000 m/z 135.10 42 .63%
150.0
150 430 550 770 1030 192.0
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #69544: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)- e e R RAEmnEa
149.0 10.80 11.00 11.20 11.40
m/z 55.05 25.31%
5000
41.0 121.0
650 910 || 17501010 2200
m/z--> 20 40 65 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:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 3-(p-Methoxybenzoyl)-propio... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.56 ng 199401 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(p-Methoxvbenzovl)-propionic acid 208 C11H1204 003153-44-4 72
2 Ethvladamantane-1-carboxvlate 208 C13H2002 002094-73-7 64
3 1-Ethvladamantane 164 C12H20 000770-69-4 64
4 3-Methvl-4-piperonvl-5-isoxazolone 233 C12H11NO4 014731-85-2 64
5 1,3,5-Tri-0O-anisoyl-_alpha.-d-ri... 552 C29H28011 1000129-91-9 64
Abundance Scan 789 (11.105 min): BF092696.D (-787) (-) m/z 135.10 100.00%
136.1
5000
M1 o .. 1071 02070 2331 10180 1100 1120 1140
e S R S Tm/z 136.10 11.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61177: 3-(p-Methoxybenzoyl)-propionic acid
135.0
5000 SR AL BRI BN B
10.80 11.00 11.20 11.40
208.0 m/z 41.10 8.73%
270 550 (10 10701 ga4 1900
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
10.80 11.00 11.20 1140
5000 m/z 107.10 7.98%
208.0
29.0 67.0 39 1179 16102800
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31960: 1-Ethyladamantane R B B e
135.0 10.80 11.00 11.20 11.40
m/z 95.10 6.15%
5000
41.0 | 070 164.0
mz-> 20 40 60 8 100 1% 140 160 180 200 230 10.80 11.00 11.20 1140
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 15 Pentanoic acid, 5-hydroxy-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.20 3.25 ng 253658 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
2 Methanol. (cvclohexvIl)(2.3-dimet... 218 C15H220 349498-47-1 64
3 Phenol. 2.3.5.6-tetramethvl- 150 C10H140 000527-35-5 59
4 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 59
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 56
Abundance Scan 797 (11.196 min): BF092696.D (-795) (-) m/z 135.10 100.00%
135.1
5000
43.1 107.1 ) VWM A
177.1 10.80 11.00 11.20 11.40 11.60
77.0 206.2
0 ,,',,',|,' AL ey || M/Z 43,10 25.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylpheny! ester
135.0
5000 R SR BRI SR U
10,80 11.00 11.20 11.40 11.60
m/z 107.10 24 .03%
41.0 107.0
., 770 | | | 1770 219.0  250.0
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220 240
Abundance
135.0
10.80 11.00 1120 11.40 11.60
5000 m/z 136.10 10.40%
107.0
0 710 157.0 2180
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22675: Phenol, 2,3,5,6-tetramethyl- A REAmE EEa
135.0 10.80 11.00 11.20 11.40 11.60
m/z 149.10 8.71%
5000
39.0 910
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 16 unknownll.36 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.36 2.81 ng 219370 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.7-Octatriene. 3.7-dimethvl- 136 C10H16 000502-99-8 25
2 .beta.-Pinene 136 C10H16 000127-91-3 18
3 1.3.6-Heptatriene. 2.5.5-trimethvl- 136 C10H16 029548-02-5 18
4 Bicvclol3.1.01hexane. 4-methvlen... 136 C10H16 003387-41-5 18
5 Cyclohexanemethanol, 4-methylene- 126 C8H140 001004-24-6 18

Abundance Scan 811 (11.356 min): BF092696.D (-808) (-) m/z 41.10 100.00%

93.1

5000

201.1 LA SN SO RSN
11.00 11.20 11.40 11.60
m/z 93.10 78.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15218: 1,3,7-Octatriene, 3,7-dimethyl-
93.0
5000 . LA L L L L L L L I
41.0 11.00 11.20 11.40 11.60
121.0 m/z 99.00 71.28%
67.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93.0
B e
11.00 11.20 11.40 11.60
5000 41.0 m/z 125.00 61.68%
69.0
121.0
15.0
mmwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15249: 1,3,6-Heptatriene, 2,5,5-trimethyl- T
93.0 11.00 11.20 11.40 11.60
m/z 43.10 55.74%
121.0
5000 41.0
67.0
B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 17 Benzenesulfonamide, N-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
1138 2.93ng 228801  Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzenesulfonamide. N-butvl- 213 CIOHISNO2S  003622-84-2 91

2 N-Benzenesulfonvloxy-2.2-bis(tri... 335 C10H7F6NO3S 055734-41-3 59
1-TPhenvisulfonvl1l-1-nitropropane 229 C9H11NO4S 021272-84-4 50

4 N.N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 50
5 p-Chloromandelic acid 186 C8H7CIO3 000492-86-4 45
Abundance Scan 813 (11.379 min): BF092696.D (-812) (-) m/z 77.10 100.00%
-
141.1
170.1
5000
51.0 Trrrrryrrrryrrrrrrrrr[r1
11.00 11.20 11.40 11.60
. 213.1
et e e b e e e || M/z 141.10 78 29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64847: Benzenesulfonamide, N-butyl-
77.0 141.0 170.0
5000 L L L L L L L LB L BB}
0 11.00 11.20 11.40 11.60
5L m/z 170.05 61.13%
213.0
2 TN O .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
77.0 141.0
11.00 11.20 11.40 11.60
5000 m/z 51.05 25.22%
51.0
335.0
memwwmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 L
Abundance #75831: 1-[Phenylsulfonyl]-1-nitropropane T
77.0 11.00 11.20 11.40 11.60
m/z 78.10 10.92%
5000 141.0
51.0
| 109.0, | 167.0 229.0
TR UETEE[ §R T ] EET [ R T [ e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1100 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 18 Caffeine Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
1167 2.79ng 217464  Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 caffeine 194 C8HION4O2 000058-08-2 94

2 1.4-Dimethvl-4.5.7.8-tetrahvdroi...
3 2H-1-Benzopvran-2-one. 3.5.7-tri...
4 1H-Benzimidazole. 2-phenvl-

5 2-Acetylpyridine thiosemicarbazone

194 C8H10N402
194 C9H605

194 C13H10N2
194 C8H10N4S

130063-15-9 47
022065-07-2 43
000716-79-0 38
006839-90-3 35

Abundance Scan 838 (11.665 min): BF092696.D (-836) (-) m/z 194.10 100.00%
194.1
55.1 109.1
5000
82.1
BN m e
1371 165.1 11.40 11.60 11.80 12.00
38 .
2182 ' "m/z 55.10 66.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52319: Caffeine
194.0
5000 109.0 B R B e N R
11.40 11. 60 11. 80 12. OO
55.0 m/z 109.10 63.21%
15.0 820 138.0  165.0
a1 P R " T NN AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
194.0
Al EEma s B
11.40 11.60 11.80 12.00
5000 m/z 67.10 46.87%
138.0 165.0
T B B e I B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52488: 2H-1-Benzopyran-2-one, 3,5,7-trihydroxy- Al EEma s B
194.0 11.40 11.60 11.80 12.00
m/z 82.10 34.90%
69.0
5000 110.0 166.0
138.0
ol s |
..w\,w\ T el B
m/z--> 20 40 80 100 120 140 160 180 200 220 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 19 Ethanol, 2-butoxy-, phospha... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.63 4.74 ng 281864 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 91
2 2.5-Hexanediol 118 C6H1402 002935-44-6 50
3 2-Pentanol. 4.4-dimethvl- 116 C7H160 006144-93-0 35
4 1.5-Hexanediol 118 C6H1402 000928-40-5 32
5 Formic acid, l-methylpropyl ester 102 C5H1002 000589-40-2 27

Abundance Scan 1010 (13.631 min): BF092696.D (-1008) (-) m/z 57.05 100.00%
57.0
J 125.0
1551 1991 30 13160 1380 1400,
3. ‘ 1 299.2 : : : :
't !l il b0 251 292 w77 45.05  73.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155890: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
125.0
5000 RIS BN BUNIN SRR B
199.0 13.40 13.60 13.80 14.00
’ 155.0 299.0 m/z 56.05 63.95%
2600 | 8‘4‘-0‘ LAy Ff [ %30 | 3550 3990
m/z--> 50 100 150 200 250 300 350 400
Abundance
45.0
650 1340 13.60 13.80 14.00
5000 ' m/z 85.10 42 .86%
mz-> 50 100 150 200 250 300 350 400 }
Abundance #8141: 2-Pentanol, 4,4-dimethyl- T
57.0 13.40 13.60 13.80 14.00
m/z 125.00 29.14%
5000
1?Pwhhj" ”%Oﬁ?" UL SRR UL UL SUNLEL R BN RIS AR BN SRR B
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092696.D

Aca On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample : 11596-03

Misc :

ALS Vial : 19 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 20 Cyclopentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.96 3.22 ng 191329 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
4 1-Pentadecanethiol 244 C15H32S 025276-70-4 90
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 89

Abundance Scan 1039 (13.962 min): BF092696.D (-1037) (-) m/z 57.10 100.00%

57.1

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 85.43%

139.1 167.1188.2211.1 235.1

282.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane
55.0
83.0
5000 LA L L L L L L L LB B

T T T T
13.60 13.80 14.00 14.20

111.0 m/z 55.10 76 .46%
139.0 182.0 2100

29.0

F

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

43.0
83.0 RN SN ARSI

13.60 13.80 14.00 14.20

5000 m/z 83.05 63.42%

111.0

139.0 182.0 210.0
T‘Wﬁrmﬁwﬁwﬁmﬁm
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

-

Abundance #152927: Trichloroacetic acid, hexadecyl ester R R RREEEEa
43.0 13.60 13.80 14.00 14.20
69.0 m/z 69.10 61.99%
97.0
5000
125.0
153.0 196.0 224.0

I T I I
m/z--> 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:\HPCHEMI1\BNA_F\DATA\BF013117\
Data File : BF092696.D

Acq On : 31 Jan 2017 22:14

Operator : SJ/MA

Sample - 11596-03

Misc :

ALS Vial : 19 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... 5.13 17.0 ng 885348 1 6.94 1041840 20.0
unknown6.72 6.72 67.8 ng 3529370 1 6.94 1041840 20.0
3-Heptanol, 3,6-d... 6.80 2.5 ng 127778 1 6.94 1041840 20.0
1-Propanol, 2-(2-... 7.86 5.3 ng 357365 2 8.24 1341110 20.0
2-Butanol, 3,3"-0... 7.88 5.1 ng 343534 2 8.24 1341110 20.0
5-Ethyl-3-methylh. .. 7.97 3.3 ng 218000 2 8.24 1341110 20.0
2,4-Diethyl-6-met. .. 8.48 3.7 ng 247544 2 8.24 1341110 20.0
Ethyl citrate 10.67 3.2 ng 256371 3 10.00 1613770 20.0
2(3H)-Benzothiazo... 10.91 5.0 ng 390080 4 11.49 1560350 20.0
Phenol, 4-(1,1,3,... 10.98 2.5 ng 196709 4 11.49 1560350 20.0
unknown11.00 11.00 2.9 ng 223400 4 11.49 1560350 20.0
unknownll.04 11.04 2.6 ng 201843 4 11.49 1560350 20.0
3-(p-Methoxybenzo... 11.10 2.6 ng 199401 4 11.49 1560350 20.0
Pentanoic acid, 5... 11.20 3.3 ng 253658 4 11.49 1560350 20.0
unknownll .36 11.36 2.8 ng 219370 4 11.49 1560350 20.0
Benzenesulfonamid... 11.38 2.9 ng 228801 4 11.49 1560350 20.0
Caffeine 11.67 2.8 ng 217464 4 11.49 1560350 20.0
Ethanol, 2-butoxy... 13.63 4.7 ng 281864 5 14.12 1189790 20.0
Cyclopentadecane 13.96 3.2 ng 191329 5 14.12 1189790 20.0
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