LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

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-BF092016.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.667 5 7 45 rVB 1372533 3351059 83.65% 9.148%
2 4_.593 260 263 272 rBV 170123 293613 7.33% 0.802%
3 5.062 302 304 312 rBVY 1776978 1852023 46.23% 5.056%
4 6.147 397 399 402 rBV 982302 1151038 28.73% 3.142%
5 6.273 407 410 412 rBVY 2829834 3247381 81.06% 8.865%
6 6.502 428 430 433 rBV 890483 813144 20.30% 2.220%
7 6.662 441 444 446 rBVY 3000714 2995145 74.76% 8.177%
8 7.073 477 480 483 rvv 1822831 2307699 57 .60% 6.300%
9 7.119 483 484 487 rVvV 45630 60024 1.50% 0.164%
10 7.210 489 492 498 rVB5 30931 62185 1.55% 0.170%
11 7.347 500 504 505 rBV2 43406 77486 1.93% 0.212%

12 7.736 532 538 541 rBV2 86733 204144 5.10% 0.557%
13 7.793 541 543 545 rBV 1138452 1115978 27.86% 3.047%

14 7.930 554 555 558 rBvV2 24514 49354 1.23% 0.135%
15 7.988 558 560 561 rBvV 26809 44419 1.11% 0.121%
16 8.148 570 574 575 rBV3 32726 42824 1.07% 0.117%
17 8.193 575 578 582 rvv3 105022 179536 4.48% 0.490%
18 8.285 582 586 588 rvv3 31068 72541 1.81% 0.198%
19 8.456 598 601 603 rBv4 38185 73254 1.83% 0.200%
20 8.490 603 604 606 rvv 36450 46902 1.17% 0.128%
21 8.536 606 608 610 rvv2 65218 91338 2.28% 0.249%
22 8.582 610 612 616 rvv4 50178 85641 2.14% 0.234%

23 8.673 616 620 622 rVB3 81523 171383 4.28% 0.468%
24 8.765 624 628 630 rBvV3 98639 196859 4.91% 0.537%

25 8.810 630 632 634 rvB2 49528 84556 2.11% 0.231%
26 8.879 635 638 640 rvv 3550653 4006250 100.00% 10.937%
27 8.993 646 648 650 rBvV3 43145 66622 1.66% 0.182%
28 9.050 651 653 655 rvv3 556317 73142 1.83% 0.200%

29 9.130 659 660 663 rBv2 85897 121649 3.04% 0.332%
30 9.199 663 666 668 rBv3 120894 212300 5.30% 0.580%

31 9.245 668 670 671 rvv2 42292 69217 1.73% 0.189%
32 9.268 671 672 675 rvB2 136033 206848 5.16% 0.565%
33 9.393 679 683 685 rBvV3 90619 239529 5.98% 0.654%
34 9.485 689 691 693 rBvV3 54003 93348 2.33% 0.255%

8270-BF092016.M Thu Sep 22 16:31:18 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.531 693 695 697 rvv 1028138 1036631 25.88% 2.830%

36 9.622 701 703 705 rvVvB3 68702 80658 2.01% 0.220%
37 9.713 709 711 714 rBV3 57305 83085 2.07% 0.227%
38 9.816 718 720 721 rvv2 77199 84080 2.10% 0.230%

39 9.908 725 728 729 rVB2 136049 186113 4._.65% 0.508%
40 9.965 731 733 736 rBv4 87806 136911 3.42% 0.374%

41 10.102 744 745 747 rBv2 120830 154274 3.85% 0.421%
42 10.239 754 757 758 rBV2 54856 83526 2.08% 0.228%
43 10.285 760 761 762 rVvV 61663 70343 1.76% 0.192%
44 10.319 762 764 767 rVvV 2023052 2284244 57.02% 6.236%
45 10.376 767 769 773 rVB3 55912 117915 2.94% 0.322%

46 10.628 789 791 793 rBV2 35485 49692 1.24% 0.136%
47 10.742 797 801 805 rBV6 43616 133511 3.33% 0.364%
48 10.879 811 813 814 rBV2 45969 53536 1.34% 0.146%

49 11.005 822 824 826 rBV 1152166 1097633 27.40% 2.996%
50 11.268 844 847 850 rBV 135940 175885 4_.39% 0.480%

51 11.325 850 852 854 rvB2 55562 68046 1.70% 0.186%
52 11.576 871 874 881 rvB2 215395 349604 8.73% 0.954%
53 12.079 916 918 920 rBV 537626 557665 13.92% 1.522%
54 12.251 931 933 937 rBV3 28636 62287 1.55% 0.170%
55 12.354 939 942 948 rBV 129702 228079 5.69% 0.623%

56 12.594 960 963 965 rBV 3011268 3705085 92.48% 10.115%
57 13.051 1001 1003 1008 rVB 60522 83048 2.07% 0.227%
58 13.177 1012 1014 1017 rVB 259990 241419 6.03% 0.659%
59 13.497 1040 1042 1046 rVB 79814 111324 2.78% 0.304%
60 13.611 1050 1052 1060 rBV 891626 925565 23.10% 2.527%

61 14.937 1165 1168 1173 rBV 619633 712255 17.78% 1.944%

Sum of corrected areas: 36630845
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092116\
BF090164.D

21 Sep 2016 16:55

UM/SJ

H4860-02

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

150000011.67

1000000

500000

TIC: BF090164.D

5.06

4.59
I\

6.66
6.27

7.07

6.15 6.50

O+
Time-->

2.00 2.50

3.00

3.50

4.00

S |
4.50 5.00 5.50

6.00 6.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

7.79

TIC: BF090164.D
8|88

10.32

12.59

Time-->

I
9.50 10.00 10.50 11.00 11.50

12.00

12.50 13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000} 61

500000

TIC: BF090164.D

14.94

O——
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\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 5

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

4._.59 7.22 ng 293613 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 12
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 263 (4.593 min): BF090164.D (-260) (-) m/z 43.05 100.00%
43
59
5000
101 S
| 83 420 440 460 480 500
0”W”“P”W”“m”W”LP”W””P”W“”P”W“”P”'””P”W””P”' m/z 59.10 65.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR RS LA LR
59 420 4.40 4.60 4.80 5.00
m/z 101.10 25.29%
15 4 101
51 83
s A NN R SRR R BAARA N RN LAY EARR) LA AR RARAS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
420 440 460 480 500
5000 m/z 58.10 19.60%
43
o 69 83 o 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester At
59 420 440 460 4.80 500

m/z 41.10 9.13%

5000 41
68
H \‘ \‘ ! 1?6 142 JAN A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.20 4.40 4.60 480 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.27 Concentration Rank 2

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

6.27 79.87 ng 3247380 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 410 (6.273 min): BF090164.D (-407) (-) m/z 132.10 100.00%
32
5000 o8
% 600 620 640 6.60
40 54 75 104 . . . .
o....,....;-:..“ﬁ....,‘?l.',..'..,..5.‘?,..!.,.-:..,.1.1.5.,....,'...,.. m/z 68.10 36.29%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RS B U
6.00 6.20 6.40 6.60
2 78 m/z 134.10 33.55%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 67 m/z 66.10 21.87%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine A e
132 6.00 6.20 6.40 6.60
m/z 96.10 14 .60%
97
5000
70
31
R . A ST T
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 6.00 620 6.40 6.60

8270-BF092016.-M Thu Sep 22 16:31:21 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown7.74 Concentration Rank 12

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

7.74 3.66 ng 204144 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 38
2 Cvclobutane. (1-methvlethvlidene)- 96 C7H12 001528-22-9 38
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 38
4 2.4-Heptadienal. (E.E)- 110 C7H100 004313-03-5 30
5 2-Ethyl-5-methyl-octahydrocyclop... 184 C11H2002 1000187-30-7 27

Abundance Scan 538 (7.736 min): BF090164.D (-532) (-) m/z 81.10 100.00%
8
5000
10 125 159 154 1eg 740 7.60 7.80 8.00
0 m/z 97.10 73.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2878: Cyclohexene, 4-methyl-
81
5000 39 > AR RARRA RS RARRY
67 96 7.40 7.60 7.80 8.00
27 ‘ m/z 69.10 69.27%
ob— .1‘.5| .“l‘. -‘ﬂ“- .“l‘. ,‘.“l i -“‘.‘- e
m/z--> 20 40 60 80 100 120 140 160
Abundance
81
RS SRR R LR
7.40 7.60 7.80 8.00
5000 m/z 84.05 60.25%
07 39 g &7 96
e L B L L WL DL BN S
m/z--> 20 40 60 80 100 120 140 160
Abundance #2881: Cyclohexene, 1-methyl- R RAEEEE ST e S
g1 7.40 7.60 7.80 8.00
m/z 55.10 55.73%
5000 ,; 3 55 O 9%
o )
0"'hl'ﬁ"wn'w'I“w'ﬂhh'““I""I""I""I"" RS SRS R LR
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown8.19 Concentration Rank 15

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

8.19 3.22 ng 179536 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. isobutvl cvclohex... 214 C12H2203 1000357-83-0 38
2 1-Azabicvclol2.2.2loctan-3-one 125 C7H11NO 003731-38-2 35
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 27
4 3-Cvclohexen-1-one. 2.5.5-trimet... 138 C9H140 058795-34-9 27
5 Triallylmethylsilane 166 C10H18Si 001112-91-0 22

Abundance Scan 578 (8.193 min): BF090164.D (-575) (-) m/z 97.10 100.00%
g1 9
41 73
5000
3, |‘| | 7.80 800 8.0 8.40 8.60
0 e m/z 55.10 95.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #72504: Carbonic acid, isobutyl cyclohexylmethy! ester
81 96
55
5000 67 LSS NRERE RS R
7.80 8.00 8.20 8.40 8.60
41 m/z 81.10 82.60%
0 ”.,.”.,.”?f.”.jm..,ﬂ.. B = R =
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
42 97
. 7.80 8.00 820 8.40 8.60
5000 55 82 m/z 96.10 79.77%
125
ol 106
wwmmﬁmﬁwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2881: Cyclohexene, 1-methyl- L AR R
8l 7.80 8.00 8.20 8.40 8.60
m/z 60.00 72 .83%
5000 68
27 3 96
o |,
ou.uh.mi”m: ”.u.””l”.””.”.””.”.””.”.”“.”
m/z--> 1'0 2'0 3'0 40 50 60 7'0 8IO 9'0 1(')0 110 12'0 1:'30 14'10 1&1;0 1('30 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown8.67 Concentration Rank 14

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

8.67 3.31 ng 171383 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-10-Camphorsulfonvl chloride 250 C10H15CI103S 039262-22-1 43
2 3-Fluorophenvlacetic acid 154 C8H7F02 000331-25-9 35
3 4-Pvrimidinamine. 6-methvl- 109 C5H7N3 003435-28-7 35
4 (4-Fluorophenvl) methanol. ethvl... 154 C9H11FO 1000374-63-4 35
5 Acetamide, N-(2-hydroxyphenyl)- 151 C8HONO2 000614-80-2 27

Abundance Scan 620 (8.673 min): BF090164.D (-616) (-) m/z 109.10 100.00%
109
95
5000
840 8.60 880 9.00
0 m/z 95.10 67.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101700: (-)-10-Camphorsulfonyl chloride
109
81 151
5000 123 HERBE RSN L SRR R
67 8.40 8.60 8.80 9.00
41 g 5 m/z 81.10 46 .89%
o DL T s me s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109
"' '840 860 880 9.00
5000 m/z 55.10 40.80%
154
83
2739 57 70 95 | 123136
m/z--> 25 Jo eb 85 160 150 150 160 180 200 250 250 '
Abundance #5538: 4-Pyrimidinamine, 6-methyl- R B A B
M 109 8.40 8.60 8.80 9.00
m/z 69.10 38.48%
5000
6781
m/z--> 20 40 80 100 120 140 160 180 200 220 240 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown8.76 Concentration Rank 11

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

8.76 3.80 ng 196859 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Methvloctahvdrocoumarin 168 C10H1602 021197-56-8 25
2 1-Ethvl-5-methvilcvclopentene 110 C8H14 097797-57-4 18
3 Cvclohexene. 3-(1-methvlethvl)- 124 C9H16 003983-08-2 15
4 Cvclohexene.3-propvl- 124 C9H16 003983-06-0 14
5 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 14

Abundance Scan 628 (8.765 min): BF090164.D (-624) (-) m/z 81.10 100.00%
60 1
41
69
5000
5 139 150 168 840 860 880 9.00
0! m/z 73.10 97 .75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36357: 8-Methyloctahydrocoumarin
55
41 %
68 81
5000 111
124 8.40 8.60 8.80 9.00
m/z 60.05 85.36%
168
0 BRI ERaaE I\IHH‘I I\I‘HI\I“ l\l |H|“‘| I\l‘ l‘: e |:!-3‘|9| :!'Slll A
m/z--> 20 40 60 80 100 120 140 160
Abundance
81
ﬂAqﬁ”'l'”'l”"l”"P
95 8.40 8.60 8.80 9.00
5000 67 m/z 41.10 67.58%
39 110
27 53
14
L L L L WL B L UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #10704: Cyclohexene, 3-(1-methylethyl)- R R EREmEEmamas
81 8.40 8.60 8.80 9.00
m/z 55.10 60.90%
5000
27 T &7 124
53 109
97
Ouuluslu‘.‘ —r e e Emm B
m/z--> 20 40 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown9.20 Concentration Rank 10

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

9.20 4.10 ng 212300 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-HvdroxvcvcloheptvD)-furan 180 C11H1602 1000145-02-9 43
2 Bicvyclol3.3.11nonan-9-ol 140 C9H160 015598-80-8 38
3 Cvclohexene.l1-(2-propenvl)- 122 C9H14 013511-13-2 38
4 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 35
5 Cyclopentanone, 3,3-dimethyl-2-(... 178 C12H180 088725-86-4 27

Abundance Scan 666 (9.199 min): BF090164.D (-663) (-) m/z 81.10 100.00%
5000
145, 167 180 8.80 9.00 9.20 9.40 9.60
0 m/z 95.10 74 .46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45452: 2-(2- Hydroxycycloheptyl) furan
81
5000 180 IR SRR R R
R
m/z . .
s 67 1 123 163 |
0...|....‘|‘...H.‘|.“‘...“H..‘.l|.H..|....|....|‘....|‘...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81 122
8.|80 9.'00 9.'20 9.'40 9.|60
5000 &7 m/z 55.10 45 _.39%
41 93
55 109
140
L L L S U UL B AL LI DU
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10036: Cyclohexene,1-(2-propenyl)- RERE SRS e m e
8l 8.80 9.00 9.20 9.40 9.60
m/z 107.10 41 .13%
5000
122
il 98B 107
0...|...H “”|““..H‘..‘.“.|.‘...|....|....|....|... T e
m/z--> 20 40 80 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1H-Inden-1-one, 5-amino-2,3... Concentration Rank 9

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

9.39 4.62 ng 239529 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 5-amino-2.3-dihv... 147 C9H9NO 003470-54-0 70
2 Pvridine. 5-ethenvl-2-methvl- 119 C8HOSN 000140-76-1 53
3 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 50
4 p-Coumaric acid 164 C9H803 007400-08-0 46
5 (2-Benzimidazolyl)methylamine 147 C8HON3 005805-57-2 43

Abundance Scan 683 (9.393 min): BF090164.D (-679) (-) m/z 119.10 100.00%
119 147
5000
39 51 g5 178 190 RS SRS RS S RSN
9.00 9.20 9.40 9.60 9.80
0 m/z 147.10 99.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22591: 1H-Inden-1-one, 5-amino-2,3-dihydro-
147
5000
o1 119 9.00 9.20 9.40 9.60 9.80
o5 m/z 146.10 73.34%
I . .
miz--> b 40 e 8 100 130 140 10 10
Abundance
119
9.00 9.20 9.40 9.60 9.80
5000 m/z 164.10 72 .38%
a1
39 51
R L L S W B UL W UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33350: Benzoic acid, 2,4,5-trimethyl- R e e AR
146 164 9.00 9.20 9.40 9.60 9.80
119 m/z 91.10 63.96%
5000
a1
77 105
m/z--> 20 40 60 80 100 120 140 160 180 900 9.20 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown9.91 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.91 3.59 ng 186113 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-1sopropviphenvlacetic acid 178 C11H1402 004476-28-2 38
2 3-Buten-2-one. 3-methvl-4-phenvl- 160 C11H120 001901-26-4 35
3 Benzene. 1.4-bis(l-hvdroxv-2-pro... 194 C12H1802 1000161-06-4 30
4 2.3.4.5-Tetramethvlbenzoic acid 178 C11H1402 002529-39-7 27
5 Benzonitrile, 3,5-dimethoxy- 163 C9HINO2 019179-31-8 25
Abundance Scan 728 (9.908 min): BF090164.D (-725) (-) m/z 163.10 100.00%

163
117 178
5000 o1 133 149

9.60 9.80 10.00 10.20

01 m/z 160.10 57.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43770: 4-Isopropylphenylacetic acid
117 163
5000
91 178 9.60 9.80 10.00 10.20
45 m/z 178.10 56.64%
15 27 65 77 105 133
o N I O o - N N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117 160
R B s SR
9.60 9.80 10.00 10.20
5000 4s 145 m/z 117.10 54 .35%
91
15 27 53 85 77 102 131
e B A e o e L e o A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56206: Benzene, 1,4-bis(1-hydroxy-2-propyl)- T
163 9.60 9.80 10.00 10.20
m/z 133.10 50.27%
5000 105 133 6
o1 117
77
0 3‘1 41 53 65 1 “ Ll ‘H \H Il ‘ 176 19\4
i e e B L e A o o e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9. 80 10. OO 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown9.96 Concentration Rank 18

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

9.96 2.64 ng 136911 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 2.6-dimethvl- 128 C8H160 005337-72-4 18
2 Cis-3-methvlpent-3-ene-5-0l 100 C6H120 030804-75-2 15
3 Butanethioic acid. S-(1.l1-dimeth... 160 C8H160S 006330-43-4 11
4 2-Butene. 1-butoxv-3-methvl- 142 C9H180 022094-02-6 11
5 Ethyl 4-acetylbenzoate 192 C11H1203 038430-55-6 11

Abundance Scan 733 (9.965 min): BF090164.D (-731) (-) m/z 71.10 100.00%
7h
91 159 177
5000
9.60 9.80 10.00 1020
0 m/z 177.10 64.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12613: Cyclohexanol, 2,6-dimethyl-
71
5000 4 A ---- RN A SRR B
27 58 95 9.60 9.80 10.00 10.20
81 110 128 m/z 159.10 62.38%
0|||||||||||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71
a1 9.60 9.80 10.00 1020
5000 m/z 91.10 56.26%
55 82
- 100
L U S L WL L B L S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31329: Butanethioic acid, S-(1,1-dimethylethyl) ester T
7 9.60 9.80 10.00 10.20
43 m/z 43.10 48.21%
5000
160
0 29 ?7 89 105117127 145
m/z--> 20 4'0 60 80 100 120 140 160 180 200 9.60 9.80 10.00 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Naphthalenol, decahydro-,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.10 2.98 ng 154274 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenol. decahvdro-. (2.a... 154 C10H180 002529-06-8 62
2 Tricvclol4.4.0.0(2.8)1decane 136 C10H16 049700-59-6 52
3 Acetic acid. 2-(4-acetoxv-butvl)... 256 C14H2404 1000194-76-2 50
4 5-Cvano-1.2.3.4-tetrahvdro-6-met... 136 C7H8N20 027036-90-4 38
5 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C10H17Br 059474-03-2 35
Abundance Scan 745 (10.102 mir;lk): BF090164.D (-744) (-) m/z 136.10 100.00%
136
5000 67 oL 9

107 121

9.80 10.00 10.20 10.40

204

0 m/z 81.10 51.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26964: 2-Naphthalenol, decahydro-, (2.alpha.,4a.alpha.,8a...
41 136
95
67
79
5000 TT [T T I T[T T T T[T TTr[Tr1T7]
107 121 9.80 10.00 10.20 10.40
m/z 95.10 49 .50%
. H ‘ 152
, A R B .
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance
95 136
R R mEE e
67 79 121 9.80 10.00 10.20 10.40
5000 107 m/z 137.10 46 .44%
41
27 53
T S UM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107210: Acetic acid, 2-(4-acetoxy-butyl)-cyclohexyl ester R R mEE e
43 136 9.80 10.00 10.20 10.40
m/z 67.10 42 .23%
5000 5 108
67 81 121
153
) L i S S
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 9. 80 10. 00 10 20 10. 40

8270-BF092016.-M Thu Sep 22 16:31:28 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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-Phenyl-1-octyne Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.43 ng 133511 Phenanthrene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-octvne 186 C14H18 016967-02-5 64
2 2-Propenoic acid. 3-(4-methvlphe... 190 C12H1402 020511-20-0 38
3 Benzene. 1-cvclopenten-1-vI- 144 C11H12 000825-54-7 25
4 4-Ouinolinol 145 C9H7NO 000611-36-9 18
5 Acetic acid, (2,4,5-trifluorophe... 204 C9H7F302 1000367-92-6 15
Abundance Scan 801 (10.742 min): BF090164.D (-797) (-) m/z 145.10 100.00%
5
5000
10.40 10,60 10.80 11.00
o} m/z 115.10 75.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50383: 1-Phenyl-1-octyne
115
5000 129 143 e e R ma e
91 10.40 10.60 10.80 11.00
102 186 Y
00 41 63 ‘ 157 m/z 131.10 60.39%
0 I:!"I"I .H‘ m 52 H\ m‘\ .‘l‘k‘. |‘l" "l“ .“.“. : HI - .‘ .]:7.1. i - o ARma
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
145
10.40 10,60 10.80 11.00
5000 115 190 m/z 129.10 51.68%
91
162
1527351 %7 1020 131 175
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20422: Benzene, 1-cyclopenten-1-yl- R R RAEEEEa s
129 144 10.40 10.60 10.80 11.00
m/z 117.10 48.85%
115
5000
77 9140
0...l.‘...i..l.“m‘”“‘ H |...l|.‘.‘..‘“‘...........l....l... T
m/z--> 20 40 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 2-Tetradecene, (E)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.27 3.20 ng 175885 Phenanthrene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tetradecene. (E)- 196 C14H28 035953-54-9 95
2 n-Pentadecanol 228 C15H320 000629-76-5 95
3 Cvclododecane 168 Cl1l2H24 000294-62-2 95
4 Cvclotetradecane 196 C14H28 000295-17-0 93
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
Abundance Scan 847 (11.268 min): BF090164.D (-844) (-) m/z 83.10 100.00%
55 69
43
5000
R SRR DU B B
171183 196207 11.00 11.20 11.40 11.60
ol 193 219 | h/z 69.10 87.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58285: 2-Tetradecene, (E)-
55
41
5000 29 69 L L SULILLE S R
8 o 11.00 11.20 11.40 11.60
11 m/z 55.10 85.53%
JLas 1Al “\ . 125 140153 168 181 '%°
m/z--> 20 40 60 80 100 150 140 160 180 260 220
Abundance
55 69 8 g
43 R SRR DU B B
11.00 11.20 11.40 11.60
5000 111 m/z 97.05 76.11%
29 125
ol 15 140 154 1gg 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36738: Cyclododecane R B LA M e e
5% 49 11.00 11.20 11.40 11.60
41 83 m/z 43.10 71.19%
5000 97
29 111
125 140 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.20 11,40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.58 6.37 ng 349604 Phenanthrene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 2-Butenoic acid. 2-methoxyv-3-met... 144 C7H1203 056009-32-6 18
5 Hexadecane 226 C16H34 000544-76-3 11

Abundance Scan 874 (11.576 min): BF090164.D (-871) (-) m/z 73.05 100.00%

3
43 60
5000

11.20 11.40 11.60 11.80

OFrrrr i m/z 60.10 73.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 TTTT TTTT TT T T [ TT 1T [T

11.20 11.40 1160 11.80
m/z 43.10 69.22%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
L ma
11.20 11.40 11.60 11.80
5000 g 129 m/z 57.10 63.60%
87 242
143 199
115 185
101 157 171 213
Oyt gl e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R AR
43 60 73 11.20 11.40 11.60 11.80
m/z 55.10 54 _.49%
5000
29
129
T7 115 ‘ 71 214
ol ALl B L M7 | Baee L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Heptadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.08 10.16 ng 557665 Phenanthrene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 918 (12.079 min): BF090164.D (-916) (-) m/z 83.10 100.00%

5000 4

.

125 R R R
o 139 154168 182 196209 224 11.80 12.00 12.20 12.40

m/z 55.10 82.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1
5 83

97

-

nmnmnmnm
125 m/z 69.10 81.90%

139 154168182 196210 238

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 ., 83
a8 g =
11.80 12.00 12.20 12.40
5000 11 m/z 97.10 80.63%
125
0 140154168 196 204
e et L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104186: 5-Octadecene, (E)- ARRRE LRI
55 11.80 12.00 12.20 12.40
m/z 57.10 75.59%
a1 || %9 g3
5000 97
) 111
ol | 1 | 13°139154168181105 204 252
T T T T PR e T R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12,40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.35 4.93 ng 228079 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 942 (12.354 min): BF090164.D (-939) (-) m/z 73.05 100.00%
7B
57
129
5000 41
| ‘ 12,00 12.20 12.40 12,60
Obrrprr e e m/z 57.10 77.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
5000 129 AR
12.00 12.20 12.40 12.60
284 m/z 60.00  73.19%
| 143,5,171
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
4357 RSN BN BN I
12.00 12.20 12.40 12.60
5000 129 m/z 43.10 68.54%
a7 185
27 WS a7 g 28

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R S R
73 12.00 12.20 12.40 12.60
m/z 129.10 60.64%

i

5000

1
157171185

f

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 7

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

13.18 5.22 ng 241419 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 96
2 1.3.5-Triazaspirol4_411nonane-2-._.. 171 C7H13N3S 1000277-58-6 38
3 Thiazolol5.4-d1pvrimidine. 5-chl... 171 C5H2CIN3S 013316-08-0 38
4 Benzoic acid. 2.6-difluoro-4-met... 202 C9H8F203 084937-82-6 33
5 2,6-Difluorophenyl isocyanate 171 C7H3F2NS 065295-69-4 28
Abundance Scan 1014 (13.177 min): BF090164.D (-1012) (-) m/z 171.10 100.00%

171
5000
83
44 71 128 NSRS SUNIA BN I
56 112 12.80 13.00 13.20 13.40
o...,!...s,..n..,|.|....,....,..!.%‘,*9.1.5:5;..l.}?%.l?????.%%%%%ﬁ.??%, m/z 83.00  23.58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #103583: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(...
171
5000 AR RN SULN BULIS

12:80 13.00 13.20 13.40
m/z 71.10 18.42%

83

71 128
o 56 | 98112 140155 | 207 235 252
B A R B e S
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
171
R T e
12.80 13.00 13.20 13.40
5000 142 m/z 128.10 15.19%
129
67
41 54 84 g7 111 156
o ARV PR O~ AR S L
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #39132: Thiazolo[5,4-d]pyrimidine, 5-chloro- T
171 12.80 13.00 13.20 13.40
m/z 44.05 15.00%
5000
45 83 110
57 10 M ‘ 136
SN ¥ i YRS N PR | N e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12. 80 13. 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090164.D

Aca On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample : H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 n-Nonadecanol-1 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.41 ng 111324 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1042 (13.497 min): BF090164.D (-1040) (-) m/z 83.10 100.00%

a7

5000

?

13.20 13.40 13.60 13.80
m/z 57.10 99.78%

140

159 192211

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83

%

5000 LA L L L L L L L
13.20 13.40 13.60 13.80
- m/z 55.10 89.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
.
13.20 13.40 13.60 13.80
5000 11 m/z 97.10 83.32%
29 139

167 195 222 250 280 308 336

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester R BRI B
4 13.20 13.40 13.60 13.80

69 m/z 69.10 80.99%

5000

:

125
153 196 224

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092116\
Data File : BF090164.D

Acq On : 21 Sep 2016 16:55

Operator : UM/SJ

Sample - H4860-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.59 7.2 ng 293613 1 6.50 813144 20.0
unknown6 .27 6.27 79.9 ng 3247380 1 6.50 813144 20.0
unknown7 .74 7.74 3.7 ng 204144 2 7.79 1115980 20.0
unknown8.19 8.19 3.2 ng 179536 2 7.79 1115980 20.0
unknown8 .67 8.67 3.3 ng 171383 3 9.53 1036630 20.0
unknown8.76 8.76 3.8 ng 196859 3 9.53 1036630 20.0
unknown9 .20 9.20 4.1 ng 212300 3 9.53 1036630 20.0
1H-Inden-1-one, 5... 9.39 4.6 ng 239529 3 9.53 1036630 20.0
unknown9.91 9.91 3.6 ng 186113 3 9.53 1036630 20.0
unknown9 .96 9.96 2.6 ng 136911 3 9.53 1036630 20.0
2-Naphthalenol, d... 10.10 3.0 ng 154274 3 9.53 1036630 20.0
1-Phenyl-1-octyne 10.74 2.4 ng 133511 4 11.01 1097630 20.0
2-Tetradecene, (E)- 11.27 3.2 ng 175885 4 11.01 1097630 20.0
n-Hexadecanoic acid 11.58 6.4 ng 349604 4 11.01 1097630 20.0
n-Heptadecanol-1 12.08 10.2 ng 557665 4 11.01 1097630 20.0
Octadecanoic acid 12.35 4.9 ng 228079 5 13.61 925565 20.0
1,3,5-Triazine-2,... 13.18 5.2 ng 241419 5 13.61 925565 20.0
n-Nonadecanol-1 13.50 2.4 ng 111324 5 13.61 925565 20.0
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