LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00 Instrument :
Operator : SJ/JU BNA_M

Sample - J4318-03 ClientSampleld :
Misc - BEEBEE-SITE-DEMO-2
ALS Vial : 13 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-BM072318 .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

5.222 324 329 338 rBvV2 30329 48623 2.59% 0.291%
5.693 404 409 425 rBvV 404057 661130 35.24% 3.953%
rBv 411718 695827 37.09% 4._.160%
7.698 744 750 765 rBV 461256 764015 40.72% 4._.568%
8.169 825 830 841 rBB 161182 259801 13.85% 1.553%
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8.493 879 885 895 rBvV 425689 695128 37.05% 4._.156%
9.357 1026 1032 1051 rBV 295259 506152 26.98% 3.026%
rBv 189969 318021 16.95% 1.901%
13.422 1717 1723 1735 rVB 747915 1028494 54.82% 6.149%
14.798 1952 1957 1965 rBB2 239000 370441 19.74% 2.215%
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11 16.286 2205 2210 2218 rVB 492498 683131 36.41% 4.084%
12 17.533 2417 2422 2426 rBV 318335 439321 23.42% 2.626%
13 17.574 2426 2429 2437 rVB 72154 104890 5.59% 0.627%

14 18.380 2561 2566 2573 rBV3 55997 92135 4.91% 0.551%
15 18.457 2575 2579 2585 rVB4 21809 34499 1.84% 0.206%
16 18.521 2585 2590 2595 rBV6 13996 26244 1.40% 0.157%
17 18.604 2595 2604 2606 rBVS8 16763 44396 2.37% 0.265%
18 18.957 2660 2664 2670 rVB3 25106 39785 2.12% 0.238%
19 19.433 2742 2745 2747 rBV2 17008 20435 1.09% 0.122%
20 19.568 2762 2768 2774 rVB 262291 350713 18.69% 2.097%
21 19.639 2777 2780 2789 rVBS8 26699 40689 2.17% 0.243%
22 19.892 2819 2823 2825 rBV2 40270 54143 2.89% 0.324%

23 19.927 2825 2829 2833 rVV 186014 256171 13.65% 1.532%
24 20.109 2855 2860 2870 rBV 1470471 1876168 100.00% 11.217%
25 20.239 2876 2882 2887 rBV3 375619 840025 44.77% 5.022%

26 20.298 2887 2892 2896 rvv3 372700 817191 43.56% 4 _886%
27 20.339 2896 2899 2904 rvVv 305698 543073 28.95% 3.247%
28 20.421 2904 2913 2922 rVV6 334005 1253406 66.81% 7.493%
29 20.492 2922 2925 2933 rVV 416973 749398 39.94% 4._.480%
30 20.562 2933 2937 2947 rVB 329139 563562 30.04% 3.369%

31 20.709 2959 2962 2965 rBv4 25563 32223 1.72% 0.193%
32 21.498 3093 3096 3099 rBV2 69664 95015 5.06% 0.568%
33 21.533 3099 3102 3107 rVB 218418 237898 12.68% 1.422%
34 21.592 3109 3112 3116 rBV3 37256 59646 3.18% 0.357%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO0O80618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.662 3118 3124 3128 rBV2 523627 890306 47.45% 5.323%
36 21.768 3139 3142 3148 rVB4 175004 289588 15.44% 1.731%
37 23.303 3399 3403 3408 rBvV 118625 223902 11.93% 1.339%

38 23.809 3485 3489 3496 rVB2 105562 183948 9.80% 1.100%
39 24.015 3518 3524 3530 rBV 290028 537162 28.63% 3.211%

Sum of corrected areas: 16726695
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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:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO080618\

BM016204.D

06 Aug 2018 23:00

SJ/Ju

J4318-03

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

BEEBEE-SITE-DEMO-2

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BM016204.D

7.70

7.33 8.49

8.17

5.22 A
n

9.36

|

10.99

O

Time--> 3.50

400 450 500 550 6.00 650 700 750 800 850 9.00

9.50

T T I
10.00 10.50 11.00 11.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BM016204.D

13.42

16.29

17.53
14.80

1§.57

20,

19.57 19 o3

183850 18.96  19.4.649/89

11

.49

Time--> 12.

00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

1400000
1200000
1000000
800000
600000
400000

200000{

0

TIC: BM016204.D

21.66

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 12

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

5.22 3.74 ng 48623 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butane 58 C4H10 000106-97-8 25
3 2-Pentanone. 5-(acetvloxv)- 144 C7H1203 005185-97-7 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 9

Abundance Scan 329 (5.222 min): BM016204.D (-324) (-) m/z 43.00 100.00%
43.0
5000 59.1
101.0
| 83.0 | 480 5.00 5.20 5.40 5.60
o ] |k SN E m/z 59.10 46.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LN UL LR I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 17.82%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #222: Butane
43.0
480 500 520 540 560
5000 29.0 m/z 41.10 12.29%
150 \‘\ T
VI U I LS I IV IS IS I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #19831: 2-Pentanone, 5-(acetyloxy)- T BRamr b e )
43.0 4.80 5.00 5.20 5.40 5.60
m/z 39.00 11.06%
5000
‘ 5%2 1.0 870 1010
O SR e e B e e B S e e
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.70 Concentration Rank 1

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

7.70 58.82 ng 764015 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14

Abundance Scan 750 (7.698 min): BM016204.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1 jk
40.0 B B I R
i 5|4|-° | | 96|'01950 7.40 7.60 7.80 8.00
0.”.“.”,”.4.”.!um,nvn.”.“.”,d.w.”.“.”,hnw.. m/z 68.10 43.42%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 e AR

69.0 7.40 7.60 7.80 8.00
200 570 m/z 66.00 40.48%

80.0 103.0 ‘”
errrrrer i el --..-”,...??,9... % use
m/z--> 30 40 5 80 90 100 110 120 130 140
Abundance #13677. 3 Chloro-6-fluoro-pyrazine
132.0
69.0

104.0 7.40 7.60 7.80 8.00

5000 ' m/z 134.00 32.10%
31.0 51.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine L ma  aa ma

132.0 7.40 7.60 7.80 8.00
m/z 69.10 24 .68%

97.0
5000
70.0
31.0 60.0
‘ 44\.0\ | ! | 86.0 ! 116.0 !
O e e e e e e e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.38 4.19 ng 92135 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2566 (18.380 min): BM016204.D (-2561) (-) m/z 43.10 100.00%
43.1 | 73.0
5000 129.1 0131
Lﬂl 9.0 157.1 185.2 256.3 00 1850 1840 18'60 |
: : 9 281.1 18.00 18.20 18.40 18.60
o} m/z 60.00 97 .49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73.0
43.0
5000 LN RN SUNLILE R
129.0 18.00 18.20 18.40 18.60
17110 2140 m/z 41.05 96.88%
ol | IS0 |
Ounlulunlllu'n'. "Iul"lul “ll I"lu'.' lqpll:l I|III T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0
43.0 LN BN SUNLILE R
18.00 18.20 18.40 18.60
5000 129.0 m/z 73.00 91.66%
o150 Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid A a maa s n e
430 73.0 18.00 18.20 18.40 18.60
m/z 55.05 71.12%
5000 256.0
213.0
‘ 157.0 185.0
Ouuulu‘ln‘i‘l‘::”:”l: T T R RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 1820 1840 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.60 2.02 ng 44396 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 50
2 Cycloheptalcdll21benzothiophene.... 190 C12H14S 199807-57-3 38
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 37
4 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 37
5 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 28
Abundance Scan 2603 (18.598 min): BM016204.D (-2595) (-) m/z 190.00 100.00%
.0

5000

18.20 18.40 18.60 18.80 19.00

(o} m/z 189.00 92 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0

18.20 18.40 18.60 18.80 19.00
m/z 191.10 39.26%

5000

115.0137.0 163.0

o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49184: Cyclohepta[cd][2]benzothiophene, 2,6,7,8,9,9a-hexa...
161.0 190.0
18.20 18.40 18.60 18.80 19.00
5000 m/z 193.00 38.32%
115.0
45.0 91.0 350
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48999: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0 18.20 18.40 18.60 18.80 19.00
m/z 192.10 35.26%
5000
95.0 134.0 162.0
40.0 67.0 ﬂ
[0} B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

Sample : J4318-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown20.24 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.24 18.87 ng 840025 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 37
2 1-(2-Fluoro-4-nitro-phenvl)-2-me... 238 C12H15FN202 1000278-20-9 22
3 Phenol. 4.47-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 14
4 9-Acridinecarboxvlic acid 223 C14H9NO2 005336-90-3 14
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 10

Abundance Scan 2882 (20.239 min): BM016204.D (-2876) (-) m/z 223.05 100.00%
228.1
450 135.1
5000
oL. 279.2
20.00 20.20 20.40 20.60
175.0
0 3411 5155 m/z 135.05 63.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000
20.00 20.20 20.40 20.60
45.0 m/z 45.05 56.88%
0 nl nl a l ||| Ju Al 1740 2940
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80749: 1-(2-Fluoro-4-nitro-phenyl)-2-methyl-piperidine
223.0
20.00 20.20 20.40 20.60
5000 m/z 237.10 48.77%
177.0
41.0
94.0
0"iTL*”WH*$%%?'L““l'*"|""|'"'l""l""l""l""
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100777: Phenol, 4,4-(1,2-diethyl-1,2-ethanediyl)bis-, (R...
135.0 20.00 20.20 20.40 20.60
m/z 107.00 42 .25%
5000
77.0 J
0% "I”"kjl"*"l ,,,,%1?;9, 2'79"0'| RIS DA S L S
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown20.30 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.30 18.36 ng 817191 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Amino-3-phenvlcoumarin 237 C15H11NO2 004108-61-6 45
2 (BY)-2-Fluoro-3-(4-N.N-dimethvlam... 237 C13H16FNO2 110915-65-6 43
3 Coumarine. 6-amino-3-phenvl- 237 C15H11NO2 021408-16-2 38
4 7-Methvl-3-phenvl-benzoll.41oxaz... 237 C15H11NO2 062103-88-2 38
5 Pyrazolo[1l,5-a]pyrimidine, 5,6-d... 279 C18H21N3 1000273-96-0 27
Abundance Scan 2892 (20.298 min): BM016204.D (-2887) (-) m/z 237.10 100.00%
237.1
45.1
5000 107.0
149.1 279.2 S\ A 5 VA V4 -

191. 3411 530.5 20.00 20.20 20.40 20.60
0’ : m/z 45.10 67.97%
m/z-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #80423: 7-Amino-3-phenylcoumarin
237.0
5000
20.00 20.20 20.40 20.60
1040  180.0 m/z 209.05 50.52%
51.0
R S I S I S WL S S B R

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #80339: (E)-2-Fluoro-3-(4-N,N-dimethylaminephenyl)-propeno...

237.0
AR EEEEE RS
20.00 20.20 20.40 20.60
5000 m/z 107.00 48.93%
29.0 101.0 14s. ?192
Ol prrtrsforrt L U
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #80427: Coumarine, 6-amino-3-phenyl-
237.0 20.00 20.20 20.40 20.60
m/z 121.00 43.78%
5000
180.0
90.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

Sample : J4318-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.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 unknown20.34 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.34 12.20 ng 543073 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Amino-3-phenvlcoumarin 237 C15H11NO2 004108-61-6 45
2 Coumarine. 6-amino-3-phenvl- 237 C15H11NO2 021408-16-2 35
3 3-Hvdroxv-7-methvl-5-phenvl-1.3-... 266 C16H14N202 040762-10-5 35
4 (BEY-2-Fluoro-3-(4-N.N-dimethvlam... 237 C13H16FNO2 110915-65-6 35
5 Pyrazolo[1l,5-a]pyrimidine, 5,6-d... 279 C18H21N3 1000273-96-0 30
Abundance Scan 2899 (20.339 min): BM016204.D (-2896) (-) m/z 237.10 100.00%
237.1
450 1070
5000 149.0
: 279.1 A JUASL
20.00 20.20 20.40 20.60
195. .
0 05 m/z 45.05  69.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80423: 7-Amino-3-phenylcoumarin
237.0
5000
20.00 20.20 20.40 20.60
104.0 180.0 m/z 107.00 64 .90%
510
e L S A B R B S I S I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80427: Coumarine, 6-amino-3-phenyl-
237.0
20.00 20.20 20.40 20.60
5000 m/z 209.10 55.09%
180.0
51.0 90.0
0'”*4l“H'Pgﬂ“Jw"”l'”'l”"w"w'“'l“"w'”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #97926: 3-Hydroxy-7-methyl-5-phenyl-1,3-dihydro-benzo[e][1... R B mas ma e
237.0 20.00 20.20 20.40 20.60
m/z 121.00 54 _.49%
5000
77.0
0 | L 13':"'0 1914(? | \l
mz-> 50 100 150 200 250 300 350 400 450 500 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

Sample : J4318-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown20.42 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.42 28.16 ng 1253410 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HI9N304 054449-89-7 30
2 Isophthalic acid. 2.4-dimethoxv-... 446 C23H2609 019314-77-3 25
3 Acetamide. N-(2-methviphenvl)- 149 C9H11NO 000120-66-1 15
4 2.4-Diphenvlthiazole 237 C15H11NS 001826-14-8 14
5 9,10-Anthracenedione, l-amino-2-... 237 C15H11NO2 000082-28-0 14

Abundance Scan 2913 (20.421 min): BM016204.D (-2904) (-) m/z 237.10 100.00%
237.1
45.0
107.0
5000
r491
J e e e et
20.20 20.40 20.60 20.80
ol A wedSESIL L PBLO 8550 | sz 45.05  71.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
228.0
135.0
178.0
5000
20.20 20.40 20.60 20.80
m/z 223.10 71.59%
0""I""I""I"!'m""l""l""l""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #163915: Isophthalic acid, 2,4-dimethoxy-6-methyl-, 3-meth...
237.0
20.20 20.40 20.60 20.80
5000 m/z 107.00 61.47%
45.0
oL |, %00 1490 %O 415.0
mz-> 50 100 150 200 250 300 350 400
Abundance #22580: Acetamide, N-(2-methylphenyl)-
107.0 20.20 20.40 20.60 20.80
m/z 135.10 48_.87%
5000 149.0
43.0
0"'t‘#J?bvl""i""l"" rrr frrr T
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80

8270-BM072318.M Tue Aug 07 16:40:56 2018

BEEBEE-SITE-DEMO-2

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.49 16.83 ng 749398 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HIN304 054449-89-7 90
2 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 83
3 1.3-Benzodioxole-5-carboxvlic ac... 223 C10H9NO5 099185-29-2 38
4 Tetrazole. 1-(4-ethvlphenv)-5-(... 410 C25H26N6 125038-06-4 35
5 4(1H)-Quinazolinone, 2,3-dihydro... 238 C15H14N20 017761-74-9 32
Abundance Scan 2925 (20.492 min): BM016204.D (-2922) (-) m/z 223.10 100.00%
228.1
135.1
5000
45.0
107.0
77.0 279.2 20.20 20.40 20.60 20.80
A ,-.-|. o 010 1930 | S0C 30820 h77 135.05  72.12%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
228.0
135.0
178.0
5000
20.20 20.40 20.60 20.80
m/z 45.05 31.70%
G S R L B AL AR S LAY SALRE RARAN LARAN LRSS RAR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0 20.20 20.40 20.60 20.80
5000 m/z 43.10 22 .18%
45.0 107.0
o LT 156.0179.0 294.0
m/z--> 4b eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71398: 1,3-Benzodioxole-5-carboxylic acid, 6-acetamino- R e EREE mEm e
223.0 20.20 20.40 20.60 20.80
m/z 107 .00 19.26%
163.0
5000
430 770 1050 50 | 190.0 )
m/z--> 4b 60 80 100 120 150 160 180 200 220 240 260 280 300 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown20.56 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.56 12.66 ng 563562 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Dimethvlamino-1.3.7-trimethvl-... 237 C10H15N502 078146-62-0 38
2 Indolol2.3-blauinoxaline. 1-fluoro- 237 C14H8FN3 296244-71-8 35
3 7-Phenvl-7H-triazololelbenzofurazan 237 C12H7N50 035142-93-9 35
4 Pvridol2.3-dlpvrimidin-5(8H)-one... 237 C14H11N30 161465-98-1 32
5 2-Amino-10-0x0-10H-9-oxa-1-aza-a... 237 C13H7N302 061424-81-5 32
Abundance Scan 2937 (20.562 min): BM016204.D (-2933) (-) m/z 237.10 100.00%
237.1
5000
45.1 1070 4491
20.20 20.40 20.60 20.80
175.1
0 ...,'[..'.,..'.'--.J bl .'!\..,...~.,....2,°.7..?,'... A Y Th/z 4510 35.98%
m/z--> mmmmmmmmmmmmmmmm
Abundance #80183: 8-Dimethylamino-1,3,7-trimethyl-3, 7-dihydropurine-...
237.0
5000 AR AR R R

20.20 20.40 20.60 20.80
m/z 107 .00 35.91%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #80421: Indolo[2,3-b]quinoxaline, 1-fluoro-
237.0
T T T T T
20.20 20.40 20.60 20.80
5000 m/z 149.05 30.41%

40‘0 64.0 90.0 119.0 147.0 182.0 210.0

Ot et T T e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #80318: 7-Phenyl-7H-triazolo[e]benzofurazan T T
237.0 20.20 20.40 20.60 20.80
m/z 43.10 22.81%
5000 .o
510
o  J105.0 152017902070 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20 20 20 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016204.D

Aca On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown2l1.77 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.77 6.51 ng 289588 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octaethvlene alvcol 370 C16H3409 1000289-34-2 30
2 Furazanol3.4-b1l1.2.41-triazolol... 281 C13H11N70 311783-53-6 27
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 27
4 Benzoic acid. 4-methvl-2-trimeth... 296 C14H2403Si2 1000153-59-3 22
5 5-(p-Aminophenyl)-4-(p-tolyl)-2-_.__. 281 C16H15N3S 094460-46-5 14
Abundance Scan 3142 (21.768 min): BM016204.D (-3139) (-) m/z 45.05 100.00%
48.0
281.1
5000
1751 2070 5, 0 oy || 20402160 2180 2200
o} m/z 281.10 75.26%
m/z--> 50 100 150 200 250 300 350
Abundance #148152: Octaethylene glycol
45.0
5000 LA R AR AR B
89.0 21140 21.60 21.80 22.00
m/z 295.15 45 _37%
133.0
ol L 4wl o 0T 17702070 25102830
m/z--> 50 100 150 200 250 300 350
Abundance #106567: Furazano[3,4-b][1,2,4]-triazolo[4,3-d]pirazine, 5..
281.0
21.40 2160 21.80 22.00
5000 m/z 133.05 31.13%
212.0
254,
0 53.0 103.0130.0157.0184.0 el
m/z--> 50 160 150 200 250 300 350
Abundance #114007: 3,6,9,12,15-Pentaoxanonadecan-1-ol L B o e
45.0 21.40 21.60 21.80 22.00
m/z 107.00 29.64%
5000
89.0
0..}.‘ “I" Il \‘\‘ hl‘ll3|\3|0|16:3|0|| ——— ——— T R R s ma e
m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM0O80618\

Data File : BM016204.D

Acq On : 06 Aug 2018 23:00

Operator : SJ/JU

a?ggle i J4318-03 BEEBEE-SITE-DEMO-2
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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... 5.22 3.7 ng 48623 1 8.17 259801 20.0
unknown?7 .70 7.70 58.8 ng 764015 1 8.17 259801 20.0
Tridecanoic acid 18.38 4.2 ng 92135 4 17.53 439321 20.0
4H-Cyclopenta[def... 18.60 2.0 ng 44396 4 17.53 439321 20.0
unknown20.24 20.24 18.9 ng 840025 5 21.66 890306 20.0
unknown20.30 20.30 18.4 ng 817191 5 21.66 890306 20.0
unknown20.34 20.34 12.2 ng 543073 5 21.66 890306 20.0
unknown20.42 20.42 28.2 ng 1253410 5 21.66 890306 20.0
Pyrrolo[1,2-a]-1,... 20.49 16.8 ng 749398 5 21.66 890306 20.0
unknown20 .56 20.56 12.7 ng 563562 5 21.66 890306 20.0
unknown21.77 21.77 6.5 ng 289588 5 21.66 890306 20.0
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