LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 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-BF122116.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 4.853 240 242 252 rBV 662562 872536 12.54% 1.677%
2 5.310 280 282 285 rBVY 2189371 2899274 41.66% 5.574%
3 6.362 372 374 377 rBVY 1649660 1841164 26.45% 3.540%
4 6.476 382 384 387 rBY 4636694 5052115 72.59% 9.713%
5 6.704 401 404 406 rBV 1407371 1315593 18.90% 2.529%
6 6.864 415 418 420 rBV 4142768 4964988 71.34% 9.545%
7 7.219 446 449 451 rBvV2 46490 75320 1.08% 0.145%
8 7.276 451 454 456 rVV 4069293 4561477 65.54% 8.769%
9 7.322 456 458 460 rvVv 64363 84681 1.22% 0.163%
10 7.573 478 480 482 rVB 60878 69905 1.00% 0.134%

11 7.927 506 511 514 rBV3 69728 152064 2.18% 0.292%
12 7.985 514 516 519 rBV 1472677 1766755 25.39% 3.397%
13 8.522 561 563 566 rvB 141273 131863 1.89% 0.254%
14 8.739 577 582 584 rBV3 59920 151168 2.17% 0.291%
15 8.945 596 600 602 rBV3 42716 86095 1.24% 0.166%

16 9.025 605 607 608 rBvV 138769 144047 2.07% 0.277%
17 9.070 608 611 614 rVB 6221789 6868111 98.68% 13.204%
18 9.253 623 627 629 rBvV 135618 171475 2.46% 0.330%
19 9.402 639 640 642 rBvV2 89412 98616 1.42% 0.190%
20 9.470 644 646 648 rVB 142821 136508 1.96% 0.262%

21 9.562 651 654 655 rBv2 47197 111286 1.60% 0.214%
22 9.596 655 657 660 rvVB4 38646 76130 1.09% 0.146%
23 9.745 667 670 672 rBV 2174252 2195625 31.55% 4.221%
24 9.813 674 676 679 rBv4 66615 102891 1.48% 0.198%

25 10.053 695 697 699 rBvV3 47396 94823 1.36% 0.182%
26 10.099 699 701 704 rvv2 71198 127322 1.83% 0.245%
27 10.156 704 706 710 rVB5 36146 91545 1.32% 0.176%
28 10.430 728 730 732 rBV3 48486 78505 1.13% 0.151%
29 10.533 736 739 742 rBV 3691948 4532618 65.13% 8.714%
30 10.659 748 750 755 rvB 60083 74898 1.08% 0.144%

31 11.093 784 788 790 rVB3 96778 193778 2.78% 0.373%
32 11.219 797 799 802 rBV 1687805 1902225 27.33% 3.657%
33 11.585 829 831 834 rVB 48437 73309 1.05% 0.141%
34 11.768 845 847 854 rvB3 216538 360738 5.18% 0.694%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.556 914 916 922 rBV 198995 278279 4._00% 0.535%

36 12.648 922 924 926 rVB 174201 203235 2.92% 0.391%
37 12.819 935 939 941 rBV 5536165 6959782 100.00% 13.380%
38 13.345 983 985 987 rBV 170767 158238 2.27% 0.304%
39 13.402 987 990 995 rvB2 140918 179885 2.58% 0.346%
40 13.722 1015 1018 1021 rBV 63191 105562 1.52% 0.203%

41 13.859 1027 1030 1032 rBV 1211007 1549078 22.26% 2.978%
42 15.242 1148 1151 1153 rBVY 952699 1121769 16.12% 2.157%

Sum of corrected areas: 52015276
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF092003.D

4.85

5.31

6.48

6.34

6.86

6.70

7.28

7.}%32 7.57

0
Time-->

5.00

5.50

6.00

T
6.50

7.00 7.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

9.74

7.98

9.2%) 9Gkgp|0.81 1001EA6 10.4p10.66

TIC: BF092003.D

10.53

11.58L.77

12.82

1219665 .
kAAlL 13340 13

8.52 8.74 8.@43
I

I
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
6000000

5000000

4000000

3000000

2000000

1000000

13.86
15.24

TIC: BF092003.D

0

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\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.85 13.26 ng 872536 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 242 (4.853 min): BF092003.D (-240) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e T
| 831 | 4.60 4.80 5.00 5.20
o Y Y e s N m/z 59.10 60.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L UL
59.0 460 480 500 520
m/z 101.00 21.40%
31.0 g30 1010
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
" 4.60 480 500 520
5000 41.0 m/z 58.10 15.39%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy-
59.0 4.60 4.80 5.00 5.20
31.0 m/z 41.05 9.02%
5000
3.0 73.0
0 15\'0 A‘ \“ ‘ 87.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.48 Concentration Rank 1

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

6.48 76.80 ng 5052120 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 384 (6.476 min): BF092003.D (-382) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRR L
400 40 ‘ 6.20 6.40 6.60 6.80
o.,....,....'I'!..:,:!..,::.'.|,..7.5?,0....,..!.,?1??.?.1.1.7.?....,'...,.. m/z 68.10 48.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR L
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.78%
| | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 620 6.40 6.60 6.80
5000 m/z 66.00 30.45%
39.0 910
270 . 510 650 770 105.0
O R Rk o T o o S o T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.56%
5000 104.0
390 520 ee0 780
0 | \‘\ ‘M‘ 920 ‘ 1170
m/z--> 20 30 4'0 50 6|0 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl11.09 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.09 2.04 ng 193778 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Menth-8-ene. 3-methvlene- 150 C11H18 1000151-25-7 35
2 1.6-Octadien-3-o0l. 3.7-dimethyl-... 182 C11H1802 000115-99-1 35
3 1-Methvl-6-methvlenebicvclol3.2.... 122 C9H14 1000210-90-0 32
4 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 27
5 1,3,6-Octatriene, 3,7-dimethyl-,._.. 136 C10H16 003338-55-4 25

Abundance Scan 788 (11.093 min): BF092003.D (-784) (-) m/z 93.05 100.00%

-

5000

10.80 11.00 11.20 11.40

(o} m/z 107 .05 48.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22880: p-Menth-8-ene, 3-methylene-
93.0 135.0
5000 41.0 67.0 LI e

10.80 11.00 11.20 11.40
m/z 94.05  47.45%

oh .,.”.,..”,..”,{Fﬂ,....}§F9“...“...,”..,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
93.0
R e e R
10.80 11.00 11.20 11.40
5000 41.0 m/z 80.05 43.90%
69.0
121.0
137.0
O bt e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9742: 1-Methyl-6-methylenebicyclo[3.2.0]heptane RN e
93.0 10.80 11.00 11.20 11.40
m/z 79.10 36.27%
67.0
5000 39.0
122.0
o D 1 | | N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.79 ng 360738 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 847 (11.768 min): BF092003.D (-845) (-) m/z 73.00 100.00%

43.1 73.0
5000
129.1

97.1 S REEAREE e
157.1 41g5q 2131 256.3 11.40 11.60 11.80 12.00
Ol : m/z 43.10 92.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LA L L L L L LB L L B
11.40 11.60 11.80 12.00
1290 256.0 m/z 60.00 83.36%
97.0 .
0 Il \ Il e 252000 10402130 |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 74 _.30%
97.0 199.0 242.0
157.0
0 177.0
LI o o o o o R e R R R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid R e EEaE L
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.10 66.29%
5000 129.0 W/\MJL\/V\
0 15.0
- IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.56 3.59 ng 278279 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 916 (12.556 min): BF092003.D (-914) (-) m/z 73.00 100.00%
5000 129.1 AN,__~,A~\,«AA\]\V\_A_VW_AV
185.2 241.2 R
157.1 l l 284.3 12.20 12.40 12.60 12.80
0 e o e e m/z 43.10 99.97%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43.0
5000 AR B DU SR B
mo nmnmnmnm
5.0 284.0 m/z 60.00 83.10%
i
0150 ‘u I u“ hh H“l.‘ o I\I‘II?I'I‘I "I ——rr R B
miz--> 0 5 15 200 250 300 350
Abundance
43.0
73.0 12120 12,40 12.60 12.80
5000 284.0 m/z 57.05 79 .54%
129.0
185.0
. 213.0241.0 3120 3720
miz--> 0 55 160 1%0 260 2éo 300 3%0
Abundance #83686: Pentadecanoic acid R AT o
43.0 73.0 12.20 12.40 12.60 12.80
m/z 55.05 69.37%
5000 129.0
H 199.0 242.0
57.0
Ob———k— y lw;]“‘\lfllljllllll T R e
miz--> 0 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80

8270-BF122116.M Thu Dec 29 16:48:55 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.65 2.62 ng 203235 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 64
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 52
3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 50
4 2-Methvl-1-tetradecene 210 C15H30 052254-38-3 27
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 27

Abundance Scan 924 (12.648 min): BF092003.D (-922) (-) m/z 56.10 100.00%
56.1
5000 2573 {\
I I I I

157.1 185.2 213.2 12.40 12.60 12.80 13.00

01 m/z 57.05 58.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 LA L B L LB L L B B
12. 40 12. 60 12. 80 13. 00
29.0 m/z 43.05 45 .09%
83 0 129.0 257.0
0 [l .l h H \M Nl ‘ 157. O 1850 2130 ‘ \‘ 2830 312 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R N IER S S
12.40 12.60 12.80 13.00
5000 m/z 257.30 38.26%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester R b R B p
57.0 12.40 12.60 12.80 13.00
m/z 41.10 37.27%
5000
239.0
280 85.0 129 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.35 2.04 ng 158238 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 80
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
4 Cvclopropane. 1-(l1-methvlethvl)-... 210 C15H30 041977-39-3 35
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35
Abundance Scan 985 (13.345 min): BF092003.D (-983) (-) m/z 56.05 100.00%
56.0

—

5000
129.1 -|----|----|----|--‘/-\Tf
31 T 5701850y poa1p 2853 13.00 13.20 13.40 13.60
Obr bl : . m/z 57.05 59.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 LA L L L L L L L L

13.00 13.20 13.40 13.60
29.0 m/z 43.10 45.24%

129.0
85.0 285.0
185.0
oAbty e 2155021902810 T 1 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
B LI B s
13.00 13.20 13.40 13.60
m/z 41.05 35.33%
5000 229.0
129.0
185.0 284.0
0 B30 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72506: Pentadecane, 8-methylene- B Em R B
13.00 13.20 13.40 13.60
m/z 55.10 31.99%
- W\AA—JL
290 84.0

168.0 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092003.D

Aca On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample : H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.32 ng 179885 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 80
2 Quinoline. 2.4.6-trimethvl- 171 C12H13N 002243-89-2 43
3 N-Methoxv-2-carbethoxv-2-carbamo... 188 C7H12N204 063859-03-0 42
4 2.4-Difluorophenvl isothiocvanate 171 C7H3F2NS 141106-52-7 37
5 2-Ethoxydecylphthalimide 331 C20H29N03 1000227-42-3 33
Abundance Scan 990 (13.402 min): BF092003.D (-987) (-) m/z 171.10 100.00%
171.1
5000
83.0
“° 1281 13100 13,20 1340 13,60 1330
ol 06. 149.1 198.1 231.1252.2 281.1 mn/z  83.00 29950
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89317: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d...
171.0
5000 R A BN BN R
13.00 13.20 13.40 13.60 13.80
83.0 1280 m/z 71.10 25.61%
0 56\ 0 Jll ‘ | ‘ | 209 O 252 0
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 2éo 280
Abundance
171.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 44.05 21.50%

39.0 630 890 1280

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48205: N-Methoxy-2-carbethoxy-2-carbamoylaziridine T
171.0 13.00 13.20 13.40 13.60 13.80

m/z 128.10 15.58%
5000
99.0
29.0 68.0 142.0

0 e I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13. 20 13. 40 13 60 13. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122816\
Data File : BF092003.D

Acq On : 28 Dec 2016 19:20

Operator : UM/SJ

Sample - H6245-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.85 13.3 ng 872536 1 6.70 1315590 20.0
unknown6 .48 6.48 76.8 ng 5052120 1 6.70 1315590 20.0
unknownl11.09 11.09 2.0 ng 193778 4 11.22 1902230 20.0
n-Hexadecanoic acid 11.77 3.8 ng 360738 4 11.22 1902230 20.0
Octadecanoic acid 12.56 3.6 ng 278279 5 13.86 1549080 20.0
Hexadecanoic acid... 12.65 2.6 ng 203235 5 13.86 1549080 20.0
Octadecanoic acid... 13.35 2.0 ng 158238 5 13.86 1549080 20.0
1,3,5-Triazine-2,... 13.40 2.3 ng 179885 5 13.86 1549080 20.0
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