LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM120518\

Data File : BM017912.D

Aca On : 04 Dec 2018 20:59 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : J5770-15 2X OR-03-112918-B

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-BM111218 .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 4.769 296 303 312 rBV 85252 134569 3.12% 0.270%
2 5.210 371 378 395 rBVY 1989925 2939055 68.16% 5.888%
3 6.775 636 644 658 rBY 1928179 3396123 78.76% 6.804%
4 7.122 695 703 714 rBVY 2198077 3465306 80.36% 6.942%
5 7.581 772 781 791 rBVY 1105619 1718262 39.85% 3.442%
6 7.893 827 834 847 rVB 1624400 2668871 61.89% 5.347%
7 8.734 969 977 990 rBVY 1152706 1989234 46.13% 3.985%
8 10.351 1243 1252 1268 rBVY 1284964 2323446 53.88% 4 .655%
9 12.245 1567 1574 1584 rVB2 33165 66202 1.54% 0.133%
10 12.839 1668 1675 1687 rBVY 2904826 4312011 100.00% 8.639%
11 13.545 1789 1795 1799 rBvV2 43888 71575 1.66% 0.143%

12 13.698 1815 1821 1827 rBV 164994 283505 6.57% 0.568%
13 13.951 1856 1864 1872 rBV 104561 184444 4.28% 0.370%
14 14.227 1904 1911 1918 rBV2 1728783 2626106 60.90% 5.261%

15 14.292 1918 1922 1931 rVB 54544 97326 2.26% 0.195%
16 14.633 1976 1980 1985 rBV2 36984 57200 1.33% 0.115%
17 14.851 2011 2017 2023 rBv4 24171 56271 1.30% 0.113%

18 15.286 2084 2091 2103 rVB2 65901 141720 3.29% 0.284%
19 15.727 2158 2166 2175 rBV 1761977 2730120 63.31% 5.469%

20 15.974 2201 2208 2214 rVB7 38387 81409 1.89% 0.163%
21 16.292 2256 2262 2267 rBV9 30100 67551 1.57% 0.135%
22 16.804 2346 2349 2357 rVB3 50999 90330 2.09% 0.181%

23 16.986 2374 2380 2384 rBV 1812825 2561906 59.41% 5.132%
24 17.027 2384 2387 2394 rVV 436486 616396 14.29% 1.235%
25 17.121 2398 2403 2409 rVvVv 132934 205832 4.77% 0.412%

26 17.192 2409 2415 2418 rVB6 23361 44421 1.03% 0.089%
27 17.404 2447 2451 2456 rBV3 30152 54146 1.26% 0.108%
28 17.862 2524 2529 2531 rBV 91738 138907 3.22% 0.278%
29 17.892 2531 2534 2542 rVV3 368674 661442 15.34% 1.325%
30 17.962 2543 2546 2549 rVV 59868 88083 2.04% 0.176%

31 17.992 2549 2551 2556 rVvVv 51169 72633 1.68% 0.146%
32 18.057 2557 2562 2566 rVVv2 129367 254642 5.91% 0.510%
33 18.092 2566 2568 2576 rVB2 66427 100508 2.33% 0.201%
34 18.368 2612 2615 2620 rBV 50932 81699 1.89% 0.164%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM120518\

Data File : BM017912.D

Aca On : 04 Dec 2018 20:59 Instrument :

Operator : JU/SJ EFA%Q el
- _ lentosampleld :

3?22'6 : J5770-15 2X OR-03-112918-B

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\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.421 2620 2624 2628 rVB3 39671 60959 1.41% 0.122%

36 18.786 2683 2686 2690 rBV 84030 115446 2.68% 0.231%
37 18.933 2707 2711 2718 rBV6 44265 100392 2.33% 0.201%
38 19.051 2726 2731 2738 rBV 787012 1144832 26.55% 2.294%
39 19.186 2750 2754 2757 rBV3 127525 199055 4.62% 0.399%
40 19.415 2785 2793 2803 rBVY 746554 1229328 28.51% 2.463%

41 19.498 2804 2807 2814 rVB2 49809 81389 1.89% 0.163%
42 19.627 2824 2829 2840 rVB 3143544 4053616 94.01% 8.121%
43 19.762 2846 2852 2857 rBV2 60581 150658 3.49% 0.302%
44 19.921 2876 2879 2883 rVB 133069 163902 3.80% 0.328%
45 20.021 2893 2896 2900 rBV2 99598 118561 2.75% 0.238%

46 20.915 3044 3048 3054 rBV2 423238 602702 13.98% 1.207%
47 21.192 3089 3095 3099 rBV2 2206189 3358016 77.88% 6.727%
48 21.227 3099 3101 3108 rVB 442301 520122 12.06% 1.042%
49 22.721 3351 3355 3361 rBV2 559589 1174860 27.25% 2.354%
50 23.374 3461 3466 3472 rBV 1380223 2460895 57.07% 4 _.930%

Sum of corrected areas: 49915984
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017912.D

Aca On : 04 Dec 2018 20:59

Operator : JU/SJ

Sample : J5770-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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: BM017912.D
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.2914.43.85 15.29

3000000 21.19
2500000 2337
2000000

22.72
1500000

1000000 20.92

500000

e
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017912.D

Aca On : 04 Dec 2018 20:59

Operator : JU/SJ

Sample : J5770-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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 unknown7.12 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.12 40.34 ng 3465310 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 703 (7.122 min): BM017912.D (-695) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 I S R LR
40.0 540 J 6.80 7.00 7.20 7.40
O‘M.'ﬁf-?. PR L | A m/z 68.10 39.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 A L IR LR

6.80 7.00 7.20 7.40
m/z 134.00 32.00%

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
s e AR
69.0 104.0 6.80 7.00 7.20 7.40
5000 m/z 66.10 24 .79%
31.0 510
0 ‘ L1 H (1 . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L B e
57.0 132.0 6.80 7.00 7.20 7.40
m/z 69.10 16.33%
74.0
116.0
5000 98.0
ol A Lo 1s90
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017912.D

Aca On : 04 Dec 2018 20:59

Operator : JU/SJ

Sample : J5770-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.89 5.16 ng 661442 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 2534 (17.892 min): BM017912.D (-2531) (-) m/z 73.05 100.00%
31 30
5000 1291
97.0 213.2 ] T e
157.1 185.1 256.3 2610 17.60 17.80 18.00 18.20
O prrrlfiles - m/z 43.10 78.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LR DR BRI U B

17.60 17.80 18.00 18.20
m/z 60.00  74.94%

213.0

157.0 185.0

O bbbl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65562: Tridecanoic acid
430 | 739
R Emm s SRR n s
17.60 17.80 18.00 18.20
5000 m/z 55.10 67.79%
129.0
214.0
e | e
obdetl bl L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75071: Tetradecanoic acid e
73.0 17.60 17.80 18.00 18.20
43.0 m/z 57.10 66.62%
5000 129.0
185.0 228.0
‘ 970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017912.D

Aca On : 04 Dec 2018 20:59

Operator : JU/SJ

Sample : J5770-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.92 3.59 ng 602702 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 96
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 89
5 Cyclopentadecane 210 C15H30 000295-48-7 78
Abundance Scan 3049 (20.921 min): BM017912.D (-3044) (-) m/z 57.10 100.00%
57.1 97.1
226.1
5000
NN SN B
281.1 3401 20.60 20.80 21.00 21.20
oL, 386.1 430.2 475.2514.4 n/z 97 .10 37_.80%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #135652: Cyclotetracosane
439 &30
5000 AU AR AR RS
20.60 20.80 21.00 21.20
250 m/z 43.10 86 .59%
o J 1 J | 1 |, 167.0210.0250.0 293.0 336.0
m/z--> 50 100 150 200 250 300 3%0 400 450 500
Abundance #137330: 1-Heneicosyl formate
57.0
7.0 NN SN B
20.60 20.80 21.00 21.20
5000 m/z 83.10 85.02%
0 | ‘ J J 110018202000 2940 3490 W_L/\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129064: 9-Tricosene, (2)- R EE mE
8.0 g7 ¢ 20.60 20.80 21.00 21.20
' m/z 69.10 82.32%
o Mwnwuvwﬁﬂwmj\w,thmhmmMN
322.0
oL } |10 182020002620 |
m/z--> 50 100 150 200 250 300 350 400 450 500 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM120518\
Data File : BM017912.D

Acq On : 04 Dec 2018 20:59

Operator : JU/SJ

Sample : J5770-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .12 7.12 40.3 ng 3465310 1 7.58 1718260 20.0
n-Hexadecanoic acid 17.89 5.2 ng 661442 4 16.99 2561910 20.0
Cyclotetracosane 20.92 3.6 ng 602702 5 21.19 3358020 20.0
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