LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919 .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 4.881 300 305 312 rBV 239370 342407 3.74% 0.361%
2 5.328 375 381 388 rBVY 4517516 6401106 69.93% 6.746%
3 6.916 639 651 664 rBY 4543672 7140096 78.00% 7.524%
4 7.275 704 712 720 rBVY 4853525 7532432 82.29% 7.938%
5 7.739 785 791 797 rBV 1406793 2150291 23.49% 2.266%
6 8.057 837 845 857 rVB 3605964 5726528 62.56% 6.035%
7 8.904 980 989 1001 rBVY 2732935 4583968 50.08% 4.831%
8 10.528 1259 1265 1272 rBV 1786523 2946241 32.19% 3.105%
9 13.004 1674 1686 1701 rBV 6155461 9153991 100.00% 9.647%
10 13.269 1725 1731 1738 rBvV 253495 384480 4._.20% 0.405%
11 13.704 1800 1805 1809 rBvV 56731 93780 1.02% 0.099%

12 13.845 1823 1829 1835 rBV 1681083 2319201 25.34% 2.444%
13 14.268 1893 1901 1910 rVB2 80910 177962 1.94% 0.188%
14 14.386 1910 1921 1928 rBV2 2565479 3971465 43.39% 4.185%
15 14.780 1983 1988 1996 rVB3 63221 119467 1.31% 0.126%

16 15.168 2047 2054 2058 rBv4 59381 115664 1.26% 0.122%
17 15.498 2102 2110 2115 rVB4 186408 269895 2.95% 0.284%
18 15.880 2166 2175 2184 rBV 4761041 6613221 72.24% 6.969%
19 16.104 2206 2213 2220 rBvV4 109499 243228 2.66% 0.256%
20 16.439 2261 2270 2275 rBV6 62587 175159 1.91% 0.185%

21 16.798 2326 2331 2336 rBv4 67764 123552 1.35% 0.130%
22 16.880 2339 2345 2348 rVV3 86407 137525 1.50% 0.145%
23 17.139 2383 2389 2393 rBV 3000316 4248060 46.41% 4._477%
24 17.180 2393 2396 2401 rVB 233307 314095 3.43% 0.331%
25 17.321 2414 2420 2425 rBV2 78835 190409 2.08% 0.201%

26 17.421 2431 2437 2446 rVB4 94653 290540 3.17% 0.306%
27 17.556 2454 2460 2466 rBV7 48432 147517 1.61% 0.155%
28 17.615 2467 2470 2474 rVB2 108504 139921 1.53% 0.147%
29 18.021 2533 2539 2543 rBV2 815821 1370160 14.97% 1.444%
30 18.056 2543 2545 2551 rVB 399072 531588 5.81% 0.560%

31 18.198 2565 2569 2574 rVV2 182865 270869 2.96% 0.285%
32 18.245 2574 2577 2582 rVB 122695 174450 1.91% 0.184%
33 18.315 2585 2589 2594 rBV3 89622 140917 1.54% 0.149%
34 18.398 2600 2603 2610 rVB3 69057 121693 1.33% 0.128%

8270-BM010919.M Fri Jan 18 07:27:14 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

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 :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.515 2618 2623 2628 rBV2 166143 264081 2.88% 0.278%

36 18.762 2661 2665 2669 rBV 108753 136566 1.49% 0.144%
37 18.809 2670 2673 2677 rVV 138649 186004 2.03% 0.196%
38 18.851 2677 2680 2683 rVB 103391 119836 1.31% 0.126%
39 18.933 2689 2694 2699 rBV2 316475 565583 6.18% 0.596%
40 18.986 2699 2703 2707 rVvv2 119527 199285 2.18% 0.210%

41 19.021 2707 2709 2714 rVB 103176 124898 1.36% 0.132%
42 19.068 2714 2717 2723 rBV2 99976 194659 2.13% 0.205%
43 19.198 2734 2739 2745 rVB 286441 449873 4.91% 0.474%
44 19.262 2745 2750 2753 rBVY 145859 212439 2.32% 0.224%
45 19.309 2753 2758 2767 rVV5 236490 391673 4.28% 0.413%

46 19.533 2793 2796 2798 rBV2 90716 103453 1.13% 0.109%
47 19.568 2798 2802 2810 rVV2 176586 344366 3.76% 0.363%
48 19.639 2810 2814 2820 rVB 134899 202564 2.21% 0.213%
49 19.768 2831 2836 2846 rVB 7020009 8702297 95.07% 9.171%
50 19.880 2852 2855 2859 rBV2 96268 135903 1.48% 0.143%

51 20.062 2884 2886 2894 rVB4 151920 212629 2.32% 0.224%
52 20.568 2969 2972 2975 rVB3 108195 119026 1.30% 0.125%
53 21.027 3047 3050 3054 rBV 263361 284748 3.11% 0.300%
54 21.327 3096 3101 3106 rBV 2772402 3761708 41.09% 3.964%
55 21.903 3197 3199 3203 rVB 196565 196979 2.15% 0.208%

56 22.374 3275 3279 3292 rVB 533066 721918 7.89% 0.761%
57 22.886 3362 3366 3375 rBV2 754309 1198665 13.09% 1.263%
58 23.462 3459 3464 3469 rBV 935745 1535529 16.77% 1.618%
59 23.603 3482 3488 3501 rVB 1751156 3338860 36.47% 3.519%
60 24.121 3570 3576 3587 rVB 750338 1526909 16.68% 1.609%

61 24.880 3700 3705 3713 rVB 468679 1000585 10.93% 1.054%

Sum of corrected areas: 94892914
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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: BM018619.D
7000000

6000000
7.27

5000000 533 6.92

4000000 8.06

3000000 8.90

2000000 10.53

7.74
1000000

4.88

e AR R Rl R Ea S N [ e R e LU I

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 8. 50 9.00 9. 50 10. OO 10 50 11.00 11.50
Abundance TIC: BM018619.D
7000000 19.77

13.00

6000000

5000000 15.88

4000000

17.14

3000000 14.39

2000000 13.84

1000000

13 27 15.50 :
137 mmﬁﬂ 16.1016.44 1668 |1 P82

Time--> 12.00 12.50 1300 1350 1400 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM018619.D
7000000

6000000
5000000

4000000
21.33
3000000
23.60

2000000
2289 234
22.37

24.12
24.88

1000000] 2103 21.90
Y AN

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 9

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

4.88 3.18 ng 342407 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 305 (4.881 min): BM018619.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R
460 4.80 5.00 5.20
83.0
0....,....','...1',....,-....-,|....,....,....,....,....,297.'.0. m/z 59.10 55.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R L UL
59.0 460 480 500 5.20
0
150 1010 m/z 101.10 21.65%
0 wl ol 830
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43.0
460 4.80 5.00 520
5000 m/z 58.10 14 .42%
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4000: Morpholine, 4—methy|— TT T[T T T[T T T [ rrrr [Tt
43.0 460 4.80 5.00 5.20
m/z 41.05 9.90%
5000
101.0
71.0
15.0
Ot e e e e R UL S R R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 unknown7.27 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.27 70.06 ng 7532430 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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 711 (7.269 min): BM018619.D (-704) (-) m/z 132.00 100.00%
13p.0
5000 68.1
400 1 e b0 7h0 T TR
(o} : e m/z 68.10 37 .39%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
13p.0
69.0
104.0
5000 A RS RS AR AR

7.00 7.20 7.40 7.60
m/z 134.00 32.09%

31.0 510
o N
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
A
7.00 7.20 7.40 7.60
5000 67.0 m/z 66.10 24.77%
41.0 97.0
‘ ‘ 117.0
AN L O O
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 7.00 7.20 7.40 7.60
m/z 69.05 16.18%
74.0
5000 98.0 116.0
S S Y TSN T-
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.02 6.45 ng 1370160 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 78
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 59
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 59
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 59
Abundance Scan 2539 (18.021 min): BM018619.D (-2533) (-) m/z 73.05 100.00%
431 730
192.1
5000
' "' 17,80 18.00 18.20 18.40
Obrr it m/z 43.10 90.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 R UL BB BULL
17.80 18.00 18.20 18.40
213.0 m/z 60.00 84 .86%
| | 157.0 185.0
0 "'I""li I||II|“||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0
43.0 R SUNRILN SRR SUNRN IR
17.80 18.00 18.20 18.40
5000 129.0 m/z 41.10 76.46%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50618: Anthracene, 1-methyl- b B B S man e
192.0 17.80 18.00 18.20 18.40
m/z 55.10 73.31%
5000
165.0
o 27.0 63.0 96.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 Ifso 1&50 1850 18h0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Anthracene, 9-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.06 2.50 ng 531588 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 91
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 89
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 87
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87
Abundance Scan 2546 (18.062 min): BM018619.D (-2543) (-) m/z 192.10 100.00%
19p.1
%45 165.0 117.80 18.00 18.20 18.40
ol 51.0 69.7 122.0139.1 215.1 239.2 m/z 191.10 52.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50608: Anthracene, 9-methyl-
192.0
5000

17.80 18.00 18.20 18.40
m/z 189.05  28.39%

96.0
ol 390 630 1150 1390 1030
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50623: Phenanthrene, 1-methyl-
192.0
17.80 18.00 18.20 18.40
5000 m/z 193.05 12.91%
165.0
ol 390 630 9601150 1390 |
R R R e o e  E RERNEEEa s R s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50613: Anthracene, 2-methyl- e B BR B ma B
192.0 17.80 18.00 18.20 18.40
m/z 190.10 12.14%
5000
165.0
. 28.0 630 9601150 139.0 ‘h
I o I LA I A N B s o S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.93 2.66 ng 565583 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 93
2 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 93
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
4 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 90
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 81

Abundance Scan 2694 (18.933 min): BM018619.D (-2689) (-) m/z 206.10 100.00%

206.1
5000

89.0 165.0 18.60 18.80 19.00 19.20
.0 63.0 .0 139.0
o 39.0 115.0 235.1 283.0 m/z 191.05 48 . 17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60352: Phenanthrene, 2,5-dimethyl-
206.0
5000 L L BB B

18.60 18.80 19.00 19.20
m/z 189.05  27.64%

27.0 5.0 760

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60351: Phenanthrene, 2,3-dimethyl-
206.0
R A RARES ey
18.60 18.80 19.00 19.20
5000 m/z 205.10 24.75%
89.0
o 300 630, | (11501300 1650 | |
L R L L e ARASAE AR AT Ea o n s e a s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60341: 9,10-Dimethylanthracene
206.0 18.60 18.80 19.00 19.20

m/z 207 .05 18.80%

5000

89.0

127.0 152.0,178.0

14.0 39.0 630
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 60 18 80 19. 00 19 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.31 2.08 ng 391673 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43
Abundance Scan 2758 (19.309 min): BM018619.D (-2753) (-) m/z 73.00 100.00%
5000
" 1610 10120 10040 1060
0 e m/z 43.10 98.26%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
5000 129.0 e SV
wmmmwmmm
1850 54 2840 m/z 41.10 77.94%
157.0 2130 | |
o N ‘....I....‘...'.l....l.
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid
73.0
43.0 USRNSSR IR B
19.00 19.20 19.40 19.60
5000 129.0 m/z 55.05 75.40%
185.0
228.0
1
0<15-0 m (1\1 Ji } ‘157 0‘ . ‘I — “. —
m/z--> 50 150 200 250 300 350
Abundance #83686: Pentadecanoic acid AR e R RE
43.0 73.0 19.00 19.20 19.40 19.60
m/z 57.10 74.71%
5000 129.0
109.0 2420
‘157 .0 ‘
0‘ ‘\n .‘ . {.‘.‘... ———T ——— : R B BAREE R S
m/z--> 50 50 200 250 300 350 wmmmwmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Pentadecane, 8-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.37 3.84 ng 721918 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 95
2 Octadecane 254 C18H38 000593-45-3 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 3278 (22.368 min): BM018619.D (-3275) (-) m/z 57.10 100.00%
57.1
e 2200 2220 2240 2260
141.1 207.0 : : : :
ol bk || LA Ar3aol ] 24622811 32333591 48001 hyz  43.10 73.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115577: Pentadecane, 8-hexyl-
43.0
5000 85.0 AU SRR SRR B
2200 22.20 22.40 22.60
7o 196.0 m/z 71.10 72 .19%
oL Ay Sl o000
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57.0
22,00 22.20 22.40 22.60
5000 m/z 85.10 55.15%
99.0
oi2slo) | | || | 1410 183.0 22102540
m/z--> 50 100 150 200 250 300 350 400
Abundance #136480: Tetracosane T
57.0 22.00 22.20 22.40 22.60
m/z 41.10 26 .60%
- L\/A//LN}
99.0
oL ‘ L1170 1420 130 2250 a0 a0
mz-> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.89 7.18 ng 1198670 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Eicosane. 3-methvl- 296 C21H44 006418-46-8 93
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3367 (22.891 min): BM018619.D (-3362) (-) m/z 57.10 100.00%
57.1 m
5000
PN | 22.60 22.80 23.00 23.20
1832 2521 : : : :
o L a2 21001 a07a s a2 R0 R
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115569: Heneicosane
57.0
5000 R RNV
nmnmmmmm
Fgo m/z 43.10 70.70%
141.0
onag | L4if)fies0me0 260
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43.0
| 22.60 22.80 23.00 23.20
5000 5.0 m/z 85.10 55.27%
196.0
o 113270 i 239.0280.0
miz--> 0 éo 160 1%0 200 250 300 3éo 460 4éo '
Abundance #115575: Eicosane, 10-methyl- e AR REREE e
57.0 22.60 22.80 23.00 23.20
m/z 55.10 25.20%
5000
90 1540
o Ly | | 197.0 239.0 281.0
LA N LR IR B DL IR L N L | IR AR A A A
miz--> 0 50 100 150 200 250 300 350 400 450 22. 60 22. 80 23. 00 23. 20

8270-BM010919.M Fri Jan 18 07:27:20 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.46 9.20 ng 1535530 Perylene-di12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Tetracosane 338 C24H50 000646-31-1 95
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 91
Abundance Scan 3464 (23.462 min): BM018619.D (-3459) (-) m/z 57.10 100.00%
57.1
5000 {\
T 123.20 23.40 23.60 23.80
41.1 . . . .
oL 1|, L1801 18310250 281130353655 4610 8351 ot u1 10 72720
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 AR R AR
23.20 23.40 23.60 23.80
m/z 43.10 68.00%
9.0 239.0
0 | ; 14101830 “°7"V281.0323.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #136482: Tetracosane
57.0
123.20 23.40 23.60 23.80
5000 m/z 85.10 55.90%
9.0
ol LLLL| 3010225 00670 3380
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115575: Eicosane, 10-methyl- R SEBERRREaas
57.0 23.20 23.40 23.60 23.80
m/z 55.10 25.63%
5000
90 1540
0"L'|"''|'"'|h"''1?7'9'2:'3?]0'2'8'1"0 N S S DAL S HRUURLS R NN SRR S
m/z--> 50 100 150 200 250 300 350 400 450 500 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018619.D

Aca On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample : K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24 .12 9.15 ng 1526910 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 90

Abundance Scan 3576 (24.121 min): BM018619.D (-3570) (-) m/z 57.10 100.00%

517.1
5000

9.1 T

141.1183 2955 23.80 24.00 24.20 24.40
Ol b 1|, L1771183.22252 280.1323.3365.3 415.14610 5492\ 175771 10 72.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
571.0
5000 LA L L L L L L L LB LB |

23.80 24.00 24.20 24.40
9.0 m/z 43.10 67.35%

. 1610183075 00670 3300
I IR R AR BT B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167078: Tetratriacontane
57.0
R PR A A
23.80 24.00 24.20 24.40
5000 m/z 85.10 54 _.90%
9.0
0l15:9 ‘ | | 1#1:0183.0225.0267.0311.0 367.0410.0
A A A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane T T
57.0 23.80 24.00 24.20 24.40
m/z 55.10 25.14%
5000
9.0
0l15.0. 1 141.0183 0225.0  296.0
R B e o B R e R R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM011719\
Data File : BM018619.D

Acq On : 17 Jan 2019 18:11

Operator : JU/SJ

Sample - K1139-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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... 4.88 3.2 ng 342407 1 7.74 2150290 20.0
unknown7 .27 7.27 70.1 ng 7532430 1 7.74 2150290 20.0
n-Hexadecanoic acid 18.02 6.5 ng 1370160 4 17.14 4248060 20.0
Anthracene, 9-met... 18.06 2.5 ng 531588 4 17.14 4248060 20.0
Phenanthrene, 2,5... 18.93 2.7 ng 565583 4 17.14 4248060 20.0
Octadecanoic acid 19.31 2.1 ng 391673 5 21.33 3761710 20.0
Pentadecane, 8-he... 22.37 3.8 ng 721918 5 21.33 3761710 20.0
Heneicosane 22.89 7.2 ng 1198670 6 23.60 3338860 20.0
Heptadecane, 9-oc... 23.46 9.2 ng 1535530 6 23.60 3338860 20.0
Tetracosane 24 .12 9.2 ng 1526910 6 23.60 3338860 20.0
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