LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018942.D

Aca On : 26 Feb 2019 22:50

Operator : JU/SJ

Sample : K1348-07 2X

Misc :

ALS Vial : 16 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-BM021119.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 5.287 367 374 393 rBY 3060138 4407493 86.39% 7.010%
2 6.869 636 643 659 rBY 2835912 4606483 90.29% 7.326%
3 7.228 696 704 721 rBVY 2993317 4840111 94.87% 7.698%
4 7.692 777 783 796 rVB 1506124 2290784 44 .90% 3.643%
5 8.010 829 837 845 rBVY 2075786 3331782 65.31% 5.299%
6 8.857 973 981 995 rBVY 1568279 2731893 53.55% 4 .345%
7 10.480 1250 1257 1270 rVB 1705645 2923397 57 .30% 4.649%
8 10.610 1276 1279 1284 rVB 37423 53524 1.05% 0.085%
9 11.475 1420 1426 1430 rBV 42269 70346 1.38% 0.112%
10 12.845 1654 1659 1663 rBvV2 42819 60326 1.18% 0.096%
11 12.957 1671 1678 1695 rBVY 3183586 4563242 89.45% 7.257%
12 13.657 1792 1797 1803 rBVvV4 43299 88155 1.73% 0.140%
13 13.710 1803 1806 1814 rVB4 32276 57289 1.12% 0.091%
14 13.804 1814 1822 1827 rBV2 175024 268912 5.27% 0.428%
15 14.068 1862 1867 1872 rBV 53365 82748 1.62% 0.132%

16 14.345 1907 1914 1921 rBV2 2059967 3281587 64.32% 5.219%
17 14.410 1921 1925 1932 rVB 97878 155406 3.05% 0.247%
18 14.745 1975 1982 1991 rBV3 51158 110203 2.16% 0.175%
19 15.127 2041 2047 2051 rBV2 30652 67117 1.32% 0.107%
20 15.398 2087 2093 2104 rVB 90615 160782 3.15% 0.256%

21 15.580 2116 2124 2131 rBvV4 21803 64080 1.26% 0.102%
22 15.839 2162 2168 2179 rBV 2404098 3332005 65.31% 5.299%
23 16.062 2199 2206 2212 rBV5 47058 119122 2.33% 0.189%
24 16.833 2330 2337 2341 rBV2 41604 67268 1.32% 0.107%
25 16.915 2349 2351 2357 rVB 50182 66634 1.31% 0.106%

26 17.098 2375 2382 2386 rBV 2452390 3477908 68.17% 5.531%
27 17.139 2386 2389 2397 rVB 615656 815369 15.98% 1.297%
28 17.227 2400 2404 2411 rVvVv 155650 228392 4.48% 0.363%
29 17.509 2448 2452 2459 rVB 49418 85312 1.67% 0.136%
30 17.680 2477 2481 2487 rBV2 32021 51322 1.01% 0.082%

31 17.980 2526 2532 2536 rBV2 341132 532159 10.43% 0.846%
32 18.015 2536 2538 2543 rVB 138056 183145 3.59% 0.291%
33 18.098 2549 2552 2557 rVB 43461 62147 1.22% 0.099%
34 18.168 2558 2564 2567 rBV2 158292 281395 5.52% 0.448%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018942.D

Aca On : 26 Feb 2019 22:50

Operator : JU/SJ

Sample : K1348-07 2X

Misc :

ALS Vial : 16 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\HPCHEM1I\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.198 2567 2569 2577 rVB 67056 102869 2.02% 0.164%

36 18.274 2578 2582 2588 rBV2 53181 86300 1.69% 0.137%
37 18.474 2611 2616 2621 rBV 68146 120378 2.36% 0.191%
38 18.527 2622 2625 2630 rVB2 50074 68665 1.35% 0.109%
39 18.903 2683 2689 2693 rBV2 98383 234013 4_.59% 0.372%
40 19.045 2709 2713 2716 rBV4 37909 59313 1.16% 0.094%

41 19.156 2727 2732 2739 rBV 1186691 1615311 31.66% 2.569%
42 19.268 2747 2751 2755 rBV2 90380 130571 2.56% 0.208%
43 19.492 2785 2789 2791 rBV2 241943 337428 6.61% 0.537%
44 19.527 2791 2795 2803 rVB 1007105 1467410 28.76% 2.334%
45 19.727 2824 2829 2841 rVB 3886125 4798690 94.06% 7.632%

46 20.021 2877 2879 2883 rVB3 219643 261871 5.13% 0.416%
47 20.121 2893 2896 2899 rVB2 129003 138186 2.71% 0.220%
48 21.197 3076 3079 3083 rVB 364888 388230 7.61% 0.617%
49 21.292 3088 3095 3099 rVvv2 3332239 5101622 100.00% 8.114%
50 21.327 3099 3101 3108 rVB 564796 681725 13.36% 1.084%

51 23.544 3472 3478 3484 rBV2 2070983 3766302 73.83% 5.990%

Sum of corrected areas: 62876722

8270-BM021119.M Wed Feb 27 01:50:32 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018942.D

Aca On : 26 Feb 2019 22:50

Operator : JU/SJ

Sample : K1348-07 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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: BM018942.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018942.D

Aca On : 26 Feb 2019 22:50

Operator : JU/SJ

Sample : K1348-07 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.23 Concentration Rank 1

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

7.23 42 .26 ng 4840110 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 704 (7.228 min): BM018942.D (-696) (-) m/z 132.00 100.00%
13p.0
5000 68.1
40.0 0 o 6.80 7.00 7.20 7.40 7.60
D 279 "m/z 68.10  50.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
13p.0
69.0
104.0 ~
5000 R L L IR
6.80 7.00 7.20 7.40 7.60
310 510 m/z 134.00 33.35%
'“|"lml'“'w!'J|“"|'”'|"“l"'w""w"'l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
13p.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 32.10%
104.0
66.0
270 500 | 880 | \
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- R mE A
13p.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.71%
5000
63.0
15.0 " 3%9 m Al 79'0 Ly 10?.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018942.D

Aca On : 26 Feb 2019 22:50

Operator : JU/SJ

Sample : K1348-07 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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.
17.98 3.06 ng 532159 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecane 198 C14H30 000629-59-4 56
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Undecanoic acid 186 C11H2202 000112-37-8 38
Abundance Scan 2532 (17.980 min): BM018942.D (-2526) (-) m/z 73.00 100.00%
73.0
43.1
97.0 129.0 213.1 AR AR A A
| ' 157.1 ' 256.2 g1 o 17.60 17.80 18.00 18.20
N N : m/z 60.00 72.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 730
5000 256.0 AR AR UM

97.0 m/z 43.10 62.02%
157.0 185.0

‘ 129.0 ﬂmﬂmmmmm
|

IIIIII III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55009: Tetradecane

57.0

%

17.60 17.80 18.00 18.20
5000 m/z 57.10 57.58%

29.0
L d k) 1120 w10 169 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

[e0]
a1
o

Abundance #75071: Tetradecanoic acid B L
73.0 17.60 17.80 18.00 18.20
43.0 m/z 55.05 53.11%
5000 129.0
185.0 228.0
N [N |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
Data File : BM018942.D

Acq On : 26 Feb 2019 22:50

Operator : JU/SJ

Sample - K1348-07 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 .23 7.23 42.3 ng 4840110 1 7.69 2290780 20.0
n-Hexadecanoic acid 17.98 3.1 ng 532159 4 17.10 3477910 20.0
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