LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 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-BF122415.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 4.967 251 252 261 rBB 60308 89390 5.00% 0.749%
2 5.413 290 291 301 rBV 510220 576945 32.29% 4.834%
3 6.453 380 382 390 rBB 384127 345027 19.31% 2.891%
4 6.567 390 392 395 rBV 938326 1057426 59.18% 8.860%
5 6.796 410 412 415 rBV 346284 289444 16.20% 2.425%
6 6.956 423 426 428 rBVY 1221714 1165894 65.25% 9.769%
7 7.367 459 462 464 rBV 899078 933176 52.22% 7.819%
8 7.641 482 486 490 rBV3 11599 33392 1.87% 0.280%
9 8.019 513 519 522 rBV 32718 57210 3.20% 0.479%
10 8.087 522 525 527 rBV 294776 382005 21.38% 3.201%
11 8.304 542 544 547 rVB3 12260 27196 1.52% 0.228%
12 8.487 557 560 562 rBV 34466 48787 2.73% 0.409%
13 8.567 564 567 570 rVB5 14218 26843 1.50% 0.225%
14 8.613 570 571 574 rBV2 16563 23870 1.34% 0.200%
15 8.750 580 583 584 rBV2 9983 18641 1.04% 0.156%
16 8.796 584 587 588 rvv2 13623 30626 1.71% 0.257%
17 8.887 592 595 597 rvv2 22208 50091 2.80% 0.420%
18 8.956 599 601 604 rVB3 35388 56580 3.17% 0.474%
19 9.036 606 608 611 rvv3 23236 49648 2.78% 0.416%
20 9.093 611 613 616 rvv2 21107 39215 2.19% 0.329%
21 9.162 616 619 621 rVV 1913595 1786866 100.00% 14.972%
22 9.276 625 629 632 rBV3 18399 49509 2.77% 0.415%
23 9.344 633 635 637 rvVB2 28388 32199 1.80% 0.270%
24 9.379 637 638 640 rVB 21082 19940 1.12% 0.167%
25 9.425 640 642 645 rBV 29500 41931 2.35% 0.351%
26 9.482 645 647 650 rBV3 37249 73938 4.14% 0.620%
27 9.562 652 654 658 rVB 77231 126381 7.07% 1.059%
28 9.653 658 662 663 rBvV2 23870 44368 2.48% 0.372%
29 9.779 670 673 675 rBV3 22468 46128 2.58% 0.386%
30 9.836 675 678 680 rvv 485992 465257 26.04% 3.898%
31 9.905 683 684 687 rvv2 24425 29788 1.67% 0.250%
32 9.996 690 692 696 rVB5 12974 25410 1.42% 0.213%
33 10.053 696 697 700 rBV2 13789 30533 1.71% 0.256%
34 10.110 700 702 703 rvv2 27917 36999 2.07% 0.310%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 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:\HPCHEMI\BNA F\METHODS\8270-BF122415_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.190 707 709 713 rvv2 44893 87606 4_.90% 0.734%
36 10.270 713 716 718 rVB4 32612 46761 2.62% 0.392%
37 10.396 726 727 729 rBV2 22528 33577 1.88% 0.281%
38 10.522 736 738 740 rBV2 17434 22982 1.29% 0.193%
39 10.625 745 747 750 rBV 1049760 1015297 56.82% 8.507%
40 10.739 755 757 762 rVB3 22782 51846 2.90% 0.434%
41 11.185 793 796 798 rVB4 21634 39402 2.21% 0.330%
42 11.322 805 808 810 rBvV 393541 408247 22.85% 3.421%
43 11.390 811 814 819 rVB3 10043 21699 1.21% 0.182%
44 11.859 853 855 860 rvB3 28918 36298 2.03% 0.304%
45 12.899 943 946 949 rBV 1348175 1335786 74.76% 11.192%
46 13.493 995 998 1000 rVB 97766 91272 5.11% 0.765%
47 13.802 1022 1025 1030 rVB3 22406 49939 2.79% 0.418%

48 13.951 1036 1038 1041 rBV 232472 314295 17.59% 2.633%
49 15.379 1160 1163 1172 rVB 200665 269342 15.07% 2.257%

Sum of corrected areas: 11935002
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On - 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122415.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: BF084119.D
1500000
6.96
1000000 6.57 7.37
500000 >4l .
6.431 680
497 L 7.64
N N
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: BF084119.D
9|16
1500000
12.90
10.62
1000000
9.84
500000 11.32
8.09
13.49
8.02 8.308.48568578899999. 69,18, 20571074 1118l139 1186 i
R T e e e e e e e B e L R e
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: BF084119.D
1500000
1000000
500000
13.95 15.38
3.80 K
e e e e B e R e e T 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\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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.

4.97 6.18 ng 89390 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 252 (4.967 min): BF084119.D (-251) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 N S——
| 83.0 4.60 4.80 5.00 5.20 5.40
o Y 1 | AN N m/z 59.10 66.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 VRN U LN LA
59.0 460 480 500 520 5.40
0,
150 a0 1010 m/z 101.10 22 .94%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520 540
5000 43.0 m/z 58.10 16.59%
31.0
15.0 69.0 87.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R R ma e &
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.52%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Dichloroacetic acid, 1-cycl... Concentration Rank 8

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

8.02 3.00 ng 57210 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. l-cvclopent... 224 C9H14Cl1202 1000282-56-3 50
2 1-Octadecvne 250 C18H34 000629-89-0 40
3 l1l-Hexadecvne 222 C16H30 000629-74-3 38
4 2-Butenenitrile. 2-amino-3-methvl- 96 C5H8N2 1000196-28-0 37
5 1-Pentadecyne 208 C15H28 000765-13-9 35

Abundance Scan 519 (8.019 min): BF084119.D (-513) (-) m/z 81.10 100.00%
81.1
55.1
5000
|| .Ol 125.1 7.60 7.80 8.00 8.20 8.40
) S/ |8 A | m/z 97.10 65.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72685: Dichloroacetic acid, 1-cyclopentylethyl ester
55.0 81.0
5000
7.60 7.80 8.00 8.20 8.40
‘ m/z 55.10 63.43%
29.0
oL e h w,“.‘. A0 1390 1670 1890 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0 81.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 69.05 55.79%
109.0
oL15.0 63.0 137.0 165.0 193.0 221.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71112: 1-Hexadecyne
81.0 7.60 7.80 8.00 8.20 8.40
m/z 96.10 53.82%
41.0
5000
g
oL, “@.WM.JMJNHﬂM.mM.N.,ufqﬁpn.,”.....w...w..”,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Trichloroacetic acid, 1-cyc... Concentration Rank 11

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

8.49 2.55 ng 48787 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. 1-cvclopen... 258 C9H13C1302 1000282-57-1 80
2 Cvclohexane. methvlene- 96 C7H12 001192-37-6 43
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 43
4 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 43
5 1-(2-Methylpropenyl)aziridine 97 C6H11N 080839-93-6 43

Abundance Scan 560 (8.487 min): BF084119.D (-557) (-) m/z 97.10 100.00%
11
55.1
5000
791 ll%l 8.20 840 860 8.80
o! e — m/z 81.10 99.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #93592: Trichloroacetic acid, 1-cyclopentylethyl ester /\/\
97.0
55.0
5000 IS AR RS LR
8.20 8.40 8.60 8.80
117.0 m/z 96.05 79.97%
e e 20 L g0 17130 2010 2230
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81.0
8.20 8.40 8.60 8.80
5000 54.0 m/z 55.10 66 .06%
27.0
0'"I""I""I""I""I"" TTTTTrTTTT T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2827: Cyclohexene, 1-methyl- R B Emaa R
81.0 8.20 8.40 8.60 8.80
m/z 41.05 38.14%
5000
55.0
27.0
0...,....,....,....,....,0....,.... e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown8.89 Concentration Rank 10

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

8.89 2.62 ng 50091 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. (l-methvipropvl)- 168 Cl12H24 016538-89-9 35
2 2.4.6-Trimethvl-1.5-diazabicvclo... 126 C7H14N2 1000283-21-2 35
3 Cvclooctane. butvl- 168 C12H24 016538-93-5 27
4 Cvclohexane. 1-ethvl-1.3-dimethv... 140 C10H20 062238-29-3 25
5 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 17

Abundance Scan 595 (8.887 min): BF084119.D (-592) (-) m/z 69.10 100.00%
6d.1 111.1
95.1
5000
42.0 55.1 81.1 .
IR
Ok et el L Ll Tl Tmzz 111.100 89.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #34817: Cyclooctane, (1-methylpropyl)-
69.0
111.0
5000 55.0 R L R R R
0 8.60 8.80 9.00 9.20
200 4L m/z 95.10 57.77%
: 820 g70
0'w'“'w'“““'ﬁ”“'w*w|“”4'“'Mh”l““w'“'“'“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69.0 111.0
860 880 9.00 9.20
5000 42.0 m/z 60.10 42 .23%
150 280 56.0 83.0 126.0
. LT R L h e o
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #34732: Cyclooctane, butyl-
69.0 8.60 8.80 9.00 9.20
111.0 m/z 109.10 41.71%
55.0
5000 410
29.0 83.0
!l \ \‘ L It 97.0 |
G R RS AR AR AR AL A RS ALARS RS SRS LRSS RARAN WAl ISR RS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown8.96 Concentration Rank 9

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

8.96 2.96 ng 56580 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Ethvl-1.3-dimethvl-cvclopen... 182 C12H220 1000186-82-4 43
2 2-Cvclopenten-1-one. 3.4.4-trime... 124 C8H120 030434-65-2 43
3 2-Cvclopenten-1-one. 3.4.5-trime... 124 C8H120 055683-21-1 41
4 Cvclopent-2-ene-1-one. 2.3.4-tri... 124 C8H120 083321-16-8 38
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 38

Abundance Scan 601 (8.956 min): BF084119.D (-599) (-) m/z 109.10 100.00%
109.1123.1
81.1
5000
140.0
N | 860 880 9.00 920
(o} et m/z 123.10 89.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44089: 2-(2-Ethyl-1,3-dimethyl-cyclopent-2-enyl)-propan-2-ol
123.0
5000 — J?"I"' NSRS
109.0 860 8.80 9.00 9.20
81.0 m/z 81.10 74 .33%
430 670 ‘ 95.0 ‘
ol 220 el ) 18601490 1670 1820
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109.0
1o 860 880 9.00 920
. m/ 74.10 61 .96%
5000 124.0 4 0
40.0 53.0 67.0 96.0
O e T T T T e B o o = S
miz-> 20 40 60 80 100 120 140 160 180
Abundance #10231: 2-Cyclopenten-1-one, 3,4,5-trimethyl- R ERACN RS C R
109.0 8.60 8.80 9.00 9.20
m/z 41.10 52.04%
5000 810
124.0
o 410540 670 || 950 | |
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 1('30 15';0 8. 60 8|80 9. oo 9. I20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown9.04 Concentration Rank 13

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

9.04 2.13 ng 49648 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (7.7-Dimethyl-2-oxobicvclol2.2.1... 250 C10H15CI03S 1000194-76-1 38
2 Ethanone. 1-(1l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 30
3 Cvclohexene. 3.3.5-trimethvl- 124 C9OH16 000503-45-7 30
4 Cvclohexane. (1-methvlethvlidene)- 124 C9H16 005749-72-4 25
5 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 18

Abundance Scan 608 (9.036 min): BF084119.D (-606) (-) m/z 109.10 100.00%
109.1
81.1
431 670
5000 124.1
153.1
139.1 RN LR R LR I
| 8.80 9.00 9.20 9.40
o} I m/z 81.10 73.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #87943: (7,7-Dimethyl-2-oxobicyclo[2.2.1]hept-1-yl)-methan...
109.0
81.0
5000 41.0 151.0 880 9.00 9.20 9.40
55.0 95.0 m/z 67.05 63.19%
: 133.0
o) I |2|7\|‘0| -‘i“- A‘M.‘ I I l‘ I\‘i\ .‘kﬁ. I .“l‘. - .‘ —— — = I::-E?Gl-q
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81.0
109.0 RN LR R LR I
43.0 124.0 8.80 9.00 9.20 9.40
5000 m/z 43.10 60.77%
27.0 65.0 95.0
S S S L UL L UL L L I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10358: Cyclohexene, 3,3,5-trimethyl- R Al BAmaE B s
67.0 109.0 8.80 9.00 9.20 9.40
m/z 95.10 59.02%
5000 82.0
41.0 124.0
70 |
0 |||||‘|‘||w||hm||‘||||Hi‘||‘|‘=||‘|‘||||‘||||||||||||||||| e e RN ma
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown9.28 Concentration Rank 14

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

9.28 2.13 ng 49509 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 000931-96-4 38
2 Cvclohexane. (1-methvlethvlidene)- 124 C9H16 005749-72-4 35
3 4-Nonvne 124 C9H16 020184-91-2 25
4 1.5-Cyclooctadiene. 1-t-butvl- 164 C12H20 1000152-18-6 22
5 1,4-Pentadiene, 3-propyl- 110 C8H14 000996-83-8 22

Abundance Scan 629 (9.276 min): BF084119.D (-625) (-) m/z 95.10 100.00%
04.1
81.1
67.0
5000 55.1 108.1
411
1241 1391

9.00 9.20 9.40 9.60
.“”.“”w.”l”LJﬂL,JHH.l”wlth.nqu.J”L J”“.”“”., m/z 81.10 76.03%

O+ .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10245: 3-Cyclohexene-1-carboxaldehyde, 1-methy!-
95.0
67.0 81.0
55.0 124.0
5000 410 LA L L L L L L L LB L
109.0 9.00 9.20 9.40 9.60
21.0 ‘ ‘ m/z 67.05 61.11%
0..}50 M T “M‘.‘“. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
81.0
67.0 B EmmEs RS
410 9.00 9.20 9.40 9.60
5000 ~ 550 1090 1540 m/z 55.10 42 _36%
27.0 95.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10274: 4-Nonyne B EmmEs RS
67.0 9.00 9.20 9.40 9.60
m/z 108.10 40.80%
5000 41.0 810 95.0
54.0
27.0
‘ H 109.0 124.0
0.q%ﬁﬂ.”h”.4L”ﬂhh“J$“”Wp”.“JW.HMH.WJ”,””“.”“”., N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown9.48 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.48 3.18 ng 73938 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Endo-tricvclol5.2.1.0(2.6)1decane 136 C10H16 1000215-28-8 30
2 Bicvclopentvlidene 136 C10H16 016189-35-8 30
3 2-Methvl-1-octen-3-vne 122 C9H14 017603-76-8 25
4 3-Pvridinecarboxvlic acid. 1.2-d... 139 C6H5NO3 000609-71-2 25
5 3-Methylene-2-norbornanone 122 C8H100 005597-27-3 22
Abundance Scan 647 (9.482 min): BF084119. D (-645) (-) m/z 81.10 100.00%

5000

9.20 9.40 9.60 9.80

0 m/z 122.10 99.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #15232: Endo-tricyclo[5.2.1.0(2.6)]decane
67.0 95.0
5000, 28.0 [l\l\lgllzbllglhbllgl%buglgonl
41.0 121.0 : : : :
136.0 m/z 95.10 78.85%
108.0
| 540 ‘
Obrprrbrrrrfterpler b ....,‘1... | A
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
67.0 5.0
R ERARE Eamam
9.20 9.40 9.60 9.80
5000 136.0 m/z 79.10 60.29%
41.0
121.0
970 80.0 108.0
54.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #9704: 2-Methyl-1-octen-3-yne e
79.0 9.20 9.40 9.60 9.80
m/z 93.10 56.36%
122.0
5000 .
AL0 930 1070
270 H 65.0 ‘
o.,....,....,.‘...“l‘.‘.‘. Wl el b b e e B S
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.54 ng 51846 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 53
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 50
3 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 50
4 Tetradecane 198 C14H30 000629-59-4 50
5 Hexadecane 226 C16H34 000544-76-3 47
Abundance Scan 757 (10.739 min): BF084119.D (-755) (-) m/z 57.10 100.00%
57.1
5000
09.1 10,40 10.60 10.80 11.00
Obrr et m/z 71.10 83.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 AUV UL AUREE B
10.40 10.60 10.80 11.00
0.0 1130 m/z 43.10 73.44%
. 080 140 1600 1970 2250 2530 2960
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.05 48 .56%
85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36179: Decane, 3,7-dimethyl-
43.0 10.40 10.60 10.80 11.00
710 m/z 41.10 45.36%
5000
o \‘ | L 990 1270 156
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 5.81 ng 91272 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 94
2 Benzeneethanamine. 2-fluoro-4-hyv... 171 C8H10FNO2 1000116-43-3 50
3 1.3.5-Triazaspirol4_411nonane-2-._.. 171 C7H13N3S 1000277-58-6 40
4 Benzeneethanamine. 2-fluoro-.bet... 201 C9H12FNO3 099387-72-1 39
5 2,7-dithiatricyclo[4.3.1.0(3,8)]--- 250 C8H11BrS2 1000197-96-2 37
Abundance Scan 998 (13.493 min): BF084119.D (-995) (-) m/z 171.10 100.00%
1711
5000
83.1
128.1 R U SN SULLRN SUML
44.1 13.20 13.40 13.60 13.80
Obrrrpb s 4 1000, | 511 || 18912081 2521 o Ten ot 55 gay
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89317: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d...
171.0
5000 R U BN SO SUMRS
13.20 13.40 13.60 13.80
83.0 m/z 128.05 15.99%
56.0 128.0
0 al M‘ | 191 O \‘ | 209 0 252 0
m/z--> 40 60 85 100 120 140 160 180 200 220 240
Abundance
171.0
1110 13.20 13.40 13.60 13.80
5000 m/z 71.10 15.78%
45.0 83.0
O T e L B SR Bt manm e
m/z--> 40 éo 80 100 120 150 160 180 200 220 240
Abundance #36972: 1,3,5-Triazaspiro[4.4]]nonane-2-thione, 3-methyl-
171.0 13.20 13.40 13.60 13.80
m/z 98.10 10.17%
5000 142.0
41.0 670
o oot e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084119.D

Aca On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.18 ng 49939 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 74
3 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 72
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 68
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 68
Abundance Scan 1025 (13.802 min): BF084119.D (-1022) (-) m/z 83.05 100.00%
3.0
5000
57.1 LIS SRR DU BRI B
| IL" | 2811 13.40 13.60 13.80 14.00 14.20
Ol b S e m/z 69.00 89.91%
miz--> 0 100 200 300 400 500 600 700 800
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
5000 LSS BRLLN SRS BRI B
1.0 13.40 13.60 13.80 14.00 14.20
‘ m/z 97.10 89.67%
0 .“HLH‘L““.M‘.lugaqu..|....|....|....|....|....|...
miz--> 0 100 200 300 400 500 600 700 800
Abundance
43.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 57.10 87.48%
111.0
182.0252.0
o e
miz--> 0 160 260 360 460 560 660 760 860
Abundance #174723: Bacteriochlorophyll-c-stearyl e RN eSS
83. 13.40 13.60 13.80 14.00 14.20
m/z 111.10 80.42%
5000
l ‘ } 4.0224.0
op bbb, 1, 8270 4360 8540 8220
miz--> 0 100 200 300 400 500 600 700 800 13.40 13.60 13.80 14.00 14.20

8270-BF122415.M Mon Dec 28 17:46:23 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122415\
Data File : BF084119.D

Acq On : 25 Dec 2015 10:14

Operator : UM/SJ

Sample : G4951-12

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_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_97 6.2 ng 89390 1 6.80 289444 20.0
Dichloroacetic ac... 8.02 3.0 ng 57210 2 8.09 382005 20.0
Trichloroacetic a... 8.49 2.5 ng 48787 2 8.09 382005 20.0
unknown8 .89 8.89 2.6 ng 50091 2 8.09 382005 20.0
unknown8 .96 8.96 3.0 ng 56580 2 8.09 382005 20.0
unknown9 .04 9.04 2.1 ng 49648 3 9.84 465257 20.0
unknown9 .28 9.28 2.1 ng 49509 3 9.84 465257 20.0
unknown9 .48 9.48 3.2 ng 73938 3 9.84 465257 20.0
Heneicosane 10.74 2.5 ng 51846 4 11.32 408247 20.0
1,3,5-Triazine-2,... 13.49 5.8 ng 91272 5 13.96 314295 20.0
Trichloroacetic a... 13.80 3.2 ng 49939 5 13.96 314295 20.0
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