LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\
Data File : BF100838.D
Aca On - 22 Nov 2017 22:08 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 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-BF110817.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 5.093 506 511 522 rBV 216608 322923 12.95% 1.497%
2 5.487 572 578 581 rBY 1833642 2095515 84.03% 9.714%
3 6.492 743 749 752 rBVY 1889325 2232192 89.51% 10.348%
4 6.634 767 773 776 rBVY 2172002 2217117 88.91% 10.278%
5 6.857 808 811 815 rBV 556709 450926 18.08% 2.090%
6 7.016 833 838 841 rBVY 1900013 1689390 67.75% 7.831%
7 7.428 902 908 911 rBVY 1272863 1421416 57.00% 6.589%
8 8.139 1025 1029 1033 rBV 711020 611716 24.53% 2.836%
9 8.692 1119 1123 1127 rBV 190123 156772 6.29% 0.727%
10 9.216 1207 1212 1215 rBV 2460542 2493696 100.00% 11.560%
11 9.551 1265 1269 1271 rBV 65766 50803 2.04% 0.236%

12 9.604 1275 1278 1282 rVV 188341 148055 5.94% 0.686%
13 9.898 1324 1328 1331 rBV 774249 669113 26.83% 3.102%
14 10.092 1357 1361 1365 rBV2 26298 26078 1.05% 0.121%
15 10.310 1391 1398 1403 rBv4 20089 37319 1.50% 0.173%

16 10.610 1445 1449 1453 rBV 883670 808114 32.41% 3.746%
17 10.686 1458 1462 1466 rBV 1439343 1493946 59.91% 6.925%
18 10.939 1499 1505 1509 rBV 53349 55452 2.22% 0.257%
19 10.992 1509 1514 1517 rBV 161109 159975 6.42% 0.742%
20 11.039 1517 1522 1525 rBV 179556 158505 6.36% 0.735%

21 11.286 1561 1564 1567 rVB 46463 34577 1.39% 0.160%
22 11.380 1577 1580 1584 rVB 725769 636611 25.53% 2.951%
23 11.904 1666 1669 1678 rBV2 193975 180451 7.24% 0.837%
24 12.604 1784 1788 1791 rBV5 18277 31572 1.27% 0.146%
25 12.686 1798 1802 1806 rBV 120567 130145 5.22% 0.603%

26 12.968 1845 1850 1853 rBV 1915592 1800822 72.21% 8.348%

27 13.851 1997 2000 2003 rBV 74266 72414 2.90% 0.336%
28 13.886 2003 2006 2010 rVB 26182 25127 1.01% 0.116%
29 13.992 2021 2024 2026 rBV 39683 35871 1.44% 0.166%

30 14.021 2026 2029 2035 rVB 447564 389313 15.61% 1.805%

31 15.492 2274 2279 2287 rVB 373670 455619 18.27% 2.112%

32 15.862 2338 2342 2348 rBV6 16577 29711 1.19% 0.138%
33 15.933 2350 2354 2360 rBV2 20012 28634 1.15% 0.133%
34 16.356 2422 2426 2432 rVBS8 15098 25383 1.02% 0.118%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

3?22'6 : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 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-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.439 2435 2440 2448 rBvV4 23935 46810 1.88% 0.217%
36 17.039 2537 2542 2549 rVB2 22957 38640 1.55% 0.179%
37 17.127 2551 2557 2565 rVB9 18897 43061 1.73% 0.200%
38 17.533 2620 2626 2636 rVB5 36816 84041 3.37% 0.390%
39 17.739 2657 2661 2669 rVB6 12267 26460 1.06% 0.123%
40 18.109 2720 2724 2730 rVB6 30972 55349 2.22% 0.257%
41 18.392 2765 2772 2780 rVBS8 17538 46650 1.87% 0.216%
42 18.568 2794 2802 2810 rBV6 19512 55539 2.23% 0.257%

Sum of corrected areas: 21571823
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF100838.D

6.63

6.49 7.02

5.49

6.86

5.09

0
Time-->

5.00

5.50

Abundance

2000000

1500000

1000000

500000

8.

TIC: BF100838.D
12.97

10.69

"

14 9.90 11.38

11.90

AL

12.69
12.6

10.0910.31

Or——
Time-->

12.00 12.50

é@%ﬂ
Pl sooe0a ]| 1oRF 17

9.50 10.00 10.50 11.00 11.50

13.00

13.50

Abundance

2000000

1500000

1000000

500000

TIC: BF100838.D

14.02 15.49

9 l\ 15803 1618644 1710413  17.5317.74  18.11 18.398.57

Time-->

14.00

18.00 18.50

16.50 17.00 17.50

14.50 15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 4

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

5.09 14.32 ng 322923 1,4-Dichlorobenzene-d4 6.86
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 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 511 (5.093 min): BF100838.D (-506) (-) m/z 42.95 100.00%
43.0
59.1
5000
1011 L IR NI LI I
| 83.0 | 4.80 5.00 5.20 5.40
o) BT 1| R M S m/z 59.10 56.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L LS I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.10 19.03%
: 83.0
0 1 N . .
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 410 m/z 58.00 13.85%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R b
43.0 4.80 5.00 520 5.40
m/z 41.10 9.00%
5000
101.0
oL 150 310 | 80690 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.63 Concentration Rank 1

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

6.63 98.34 ng 2217120 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF100838.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 NEBARRREE SRS LR RN
40.1 540 J 6.20 6.40 6.60 6.80 7.00
o/ E— T '|-|.'.8,19. N m/z 68.10 40.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.38%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.60%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.20%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN U | BN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.69 5.13 ng 156772 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 9
3 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7

Abundance Scan 1123 (8.692 min): BF100838.D (-1119) (-) m/z 59.10 100.00%
59.1
5000
77.0 105.0 L
420 | 540 5k0 880 Sho
bt b hot0 | 1211 5 7105.00  26.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 R R R R
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 23.19%
0 200 | | | M 91.0 M 121.0  149.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 860 8.80 9.00
5000 m/z 51.00 15.12%
75.0 105.0
43.0
o 121.0 1490 165.0 180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester A
59.0 8.40 8.60 8.80 9.00
m/z 106.00 15.09%
5000
43.0
ol 150 20 || 730 890 170
m/z--> 20 40 60 80 100 120 140 160 180 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.61 24 .15 ng 808114 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 47
4 Vinvl benzoate 148 C9H802 000769-78-8 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
Abundance Scan 1449 (10.610 min): BF100838.D (-1445) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
51.0 o n_
152.1 10.20 10.40 10.60 10.80 11.00
O o b 908 ) 1261 OLT1661 m/z 77.05 60.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 UL AR AL N
182.0 10,20 1040 10.60 10.80 11.00
510 m/z 182.10 50.38%
27.0 ‘ L 910 | 1260 1520 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 10.20 10.40 10.60 10.80 11.00
5000 m/z 51.00 25.32%
51.0
o140 370 91.0 1250 1540
miz--> 20 40 60 80 100 120 140 160 180
Abundance #34279: Benzeneacetic acid, .alpha.-oxo-, methy! ester B o e e
105.0 10.20 10.40 10.60 10.80 11.00
m/z 181.10 8.16%
77.0
5000
51.0
29.0 | A, ‘ 136.0 164.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Propenoic acid, (1-methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.99 5.03 ng 159975 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. (l-methvl-1.2-... 300 C15H2406 042978-66-5 78
2 Heptanoic acid. anhvdride 242 C14H2603 000626-27-7 36
3 Vardenafil 488 C23H32N604S 224785-90-4 36
4 L-2-Aminobutvric acid. N-dimethyv... 214 C11H22N202 1000375-52-5 36
5 2H-Pyrrol-2-one, 1,5-dihydro-4-m... 113 C5H7NO2 069778-83-2 9
Abundance Scan 1514 (10.992 min): BF100838.D (-1509) (-) m/z 113.10 100.00%
5.0 1181
5000

10.60 10.80 11.00 11.20 11.40

157.1

o A m/z 55.00 99.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #144279: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
55.0 113.0
5000 | BN IRL L L L L LB L

10.60 10.80 11.00 11.20 11.40
m/z 41.05 8.32%

‘ 157.0 2150
O T T e T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
113.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 114.00 6.45%
43.0
ol b
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #233767: Vardenafil e e
118.0 10.60 10.80 11.00 11.20 11.40
m/z 42.00 4._70%
5000
70.0
NN 193.0 283.0 327.0 488.0
et e e e
m/z--> 50 100 150 200 250 300 350 400 450 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1-Ethyl-3-(pyrrolidin-2-yli... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.04 4.98 ng 158505 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-EthvI-3-(pvrrolidin-2-vlidene)... 228 C14H16N20 1000260-86-3 62
2 T1.1"-Biphenvl1-3-carboxvlic aci... 228 C14H1203 1000338-15-5 47
3 2-Naphthalenecarboxaldehvde. 3-h... 228 C15H1602 018478-73-4 43
4 1.2.3.4.5-Pentamethoxvbenzene 228 C11H1605 013909-75-6 43
5 1,4-Dimethylphenoxathin 228 C14H120S 016314-44-6 27
Abundance Scan 1522 (11.039 min): BF100838.D (-1517) (-) m/z 228.10 100.00%
228.1
55.0 113.1
5000
" 10.80 11.00 11.20 11.40
o} m/z 113.05 68.33%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #84422: 1-Ethyl-3-(pyrrolidin-2-ylidene)-2-indolinone
228.0
5000 LN S SURBLIL I I
85.0 10.80 11.00 11.20 11.40
0 a0 185. m/z 55.00 66.35%
51.0 :
0: . "l‘* |‘| . |" l I\‘\ |‘| I |8|Q|‘| Ml\ |]|-3‘lﬂo| \\2%5\4;\?' ‘;H\I ™ I‘wl . "l |2:|I-| |O| . ‘: .
m/z--> 40 60 8 100 120 140 160 180 200 220
Abundance
228.0
©10.80 11.00 11.20 11.40
0
5000 185.0 m/z 185.00 54 .45%
139.0
|30 63.0 ggo 1150 168.0 211,0
mz-> 40 60 80 100 120 140 160 180 200 220 |
Abundance #84572: 2-Naphthalenecarboxaldehyde, 3-hydroxy-5-methyl-8-... L e naa
218.0 10.80 11.00 11.20 11.40
m/z 213.00 53.47%
5000
171.0
39.0 76.0 116.0 1?3 | ‘”ﬁ
o} S RS S D RS T S EEMT SN | | S SMERESESENSESERY | | BN
m/z--> 40 60 8 100 120 140 160 180 200 220 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 5.67 ng 180451 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1668 (11.898 min): BF100838.D (-1666) (-) m/z 73.00 100.00%

43. 3.0

5000

fa—

213.2 T T TR

157.1 1852 256.3 11.60 11.80 12.00 12.20

0 m/z 60.00 97 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0
11. 60 11. 80 12. 00 12. 20
m/z 43.10 96.09%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
P T T T
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 88.25%
83.0
157.0 1850 213.0 256.0
40/0 110.0 '
O T T T T T T e T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A R e
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.00 75.89%
5000 129.0 &w
e Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.69 4.09 ng 130145 Phenanthrene-d10 11.38
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 1803 (12.692 min): BF100838.D (-1798) (-) m/z 43.05 100.00%

430 139

5000 129.1

3

12.40 12.60 12.80 13.00
m/z 73.00 83.18%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
.0

5

12.I4O 12!60 12.I80 13.IOO
m/z 57.10 78.29%

5000

241.0

284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

73.0
R N REEE SRS R
43.0 12.40 12.60 12.80 13.00
m/z 60.00 77 .24%
5000 1290
185.0 228.0
97.0

157.0

8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 12.40 12.60 12.80 13.00
m/z 55.05 71.71%
5000 129.0

F

15.0
R EREE mm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Heptafluorobutyric acid, n-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.72 ng 72414 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87
Abundance Scan 2000 (13.851 min): BF100838.D (-1997) (-) m/z 57.05 100.00%
o |97.0
5000
163.0
| 126.1 ‘ 070 13.60 13.80 14.00 14.20
0 by 20— m/z 83.05 94._22%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0
5000 R UL S SRR B
13.60 13.80 14.00 14.20
1660 m/z 55.00 92.22%
L2 LIS o 20 amo
m/z--> 50 100 150 200 250 300 350
Abundance
430 830
13.60 13.80 14.00 14.20
5000 m/z 43.05 91.66%
125.0
0 167.0 210.0 250.0280.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #186968: n-Tetracosanol-1 I a  BREEEEES B
57.0 |97.0 13.60 13.80 14.00 14.20
m/z 97.05 78.97%
B ‘MJ“\__A'
39.0
oL 210l | [H l i f; , 181.0 222.0252.0  308.0337.0
m/z--> 50 100 150 200 250 300 350 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl6.44 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.05 ng 46810 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 46
2 Octacosane 394 C28H58 000630-02-4 38
3 Tetranentacontane 759 C54H110 005856-66-6 38
4 Hexatriacontane 507 C36H74 000630-06-8 35
5 Heneicosane 296 C21H44 000629-94-7 35
Abundance Scan 2440 (16.439 min): BF100838.D (-2435) (-) m/z 57.10 100.00%
57.1
151.1
5000
m 221 4102 1620 1640 16,60 16580
Ofriy ; m/z 151.10 72 .50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #129491: Eicosane
57.0
5000 A" 'ﬁl"" |""|'h"'|"'
16.20 16.40 16.60 16.80
m/z 43.05 71.22%
| }270 197.0 282.0
0.”‘lﬁHLHuu..”.”..””..”P”w”.wuup.upuw.”wnnp.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance
57.0
" 16.20 16.40 16.60 16.80
5000 m/z 71.05 66.10%
127.0

197.0 281.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243297: Tetrapentacontane R b RREmE R
57.0 16.20 16.40 16.60 16.80
m/z 85.05 50.95%
5000

27.0
MJH}??OZ‘”O%W 421.0 519.0 589.0 659.0  758.0

Ok A A e et e o e T e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 16.20 16.40 16.60 16.80

8270-BF110817.M Mon Nov 27 13:11:14 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl7.53 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.53 3.69 ng 84041 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.3-Benzimidazole-6-carboxami... 255 C14H10FN30 1000350-37-6 14
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 10
3 Norflurazon 303 C12H9CIF3N30 027314-13-2 10
4 Imidazoll.2-alpvridine-2-methana... 255 C15H14FN3 1000319-52-3 9
5 Imidazo[1,2-a]pyridine-2-methana... 255 C15H14FN3 1000319-53-7 9
Abundance Scan 2626 (17.533 min): BF100838.D (-2620) (-) m/z 107.00 100.00%
5000 255.1 303.4
381.4414.4
| ‘ | || | 17.20 17.40 17.60 17.80
0 B m/z 43.00 81.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106330: 1H-1,3-Benzimidazole-6-carboxamide, N-(3-fluoroph...
145.0
5000 L SRR BRI SR B
255.0 1720 1740 1760 17.80
83.0 m/z 145.10 79.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
396.0 17.20 17.40 17.60 17.80
5000 m/z 57.10 70.86%
81.0 145.0
o 111.0 177.0 213.0 255.0288.0 354.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #146805: Norflurazon e EREmEmEE T
145.0 17.20 17.40 17.60 17.80
m/z 41.00 64 .39%
5000 303.0
102.0
oliiz20 Lo gl ee0 4
m/z--> 50 100 150 200 250 300 350 400 1720 1740 17.60 1780
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100838.D

Aca On : 22 Nov 2017 22:08

Operator : SJ/JU

Sample : 16043-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 13 unknownl18.11 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.11 2.43 ng 55349 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Oxadiazol-5(4H)-one. 4-(2-... 273 C13H8CIN302 288246-55-9 11
2 4-(2-Carbamovl-2-cvano-1-methvlv... 273 C14H15N303 1000311-98-1 9
3 1.3-Dichloro-6-nitronaphthalene 241 C10H5CI2NO2 023417-66-5 9
4 4-Ethyl-9-chloro-acridine 241 C15H12CIN 065753-76-6 9
5 CP 55,940 376 C24H4003 083003-12-7 9
Abundance Scan 2724 (18.109 min): BF100838.D (-2720) (-) m/z 55.10 100.00%
54.1 273.2
241.1 39344254
109.1 1731 '
5000 205.1
H || 17.80 18.00 18.20 18.40
0 e B e S o O m/z 273.20 94 _.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121640: 1,2,4-Oxadiazol-5(4H)-one, 4-(2-chlorophenyl)-3-(...
229.0 273.0
50.0
5000 U B SO U B
90.0 153.0 17.80 18.00 18.20 18.40
‘ 194.0 ‘ m/z 241.10 75.08%
[o) ‘“H |L I‘H‘\I“ A W‘ d‘i‘h“ I“ I“‘I h\l u\l \I I“\ |‘ - . r I‘wl T
m/z--> 50 100 150 200 250 300 350 400
Abundance
184.0 273.0
17.80 18.00 18.20 18.40
5000 120.0 228.0 m/z 393.40 67 .56%
65.0
e L L L L L L A AL
m/z--> 50 100 150 200 250 300 350 400
Abundance #94600: 1,3-Dichloro-6-nitronaphthalene I
241.0 17.80 18.00 18.20 18.40
m/z 425.40 58.86%
5000
46.0 195.0
86.0 125.0 ‘
0..!.'.].‘lull‘.‘.ﬂuul“ ||h||||ll||||||||||||||||||| SN S — |
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BF110817.M Mon Nov 27 13:11:16 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 14 unknownl18.39 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.39 2.05 ng 46650 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 5-ethenvl-5-methyv... 218 C15H220 032663-57-3 35
2 3.7-Cvyclodecadien-1-one. 3.7-dim... 218 C15H220 006902-91-6 25
3 Pentacvclol12.3.0.0(¢1.13).0(2.10... 332 C20H2804 1000192-08-1 23
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 17
5 _beta.-Elemenone 218 C15H220 020303-60-0 17
Abundance Scar& 2772 (18.392 min): BF100838.D (-2765) (-) m/z 105.10 100.00%
105.1
191.2 2411
55.0 ) 273.2
5000 425.3
18.00 18.20 18.40 18.60 18.80
(o} m/z 107.10 97 .49Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75941: Cyclohexanone, 5-ethenyl-5-methyl-4-(1-methylethen...
107.
41.0
5000
18.00 18.20 18.40 18.60 18.80
50.0 m/z 135.10 85.29%
218.0
0‘ 5 |...\.J|.‘.1’8.5.'0|.... e BLAEERan I B
m/z--> 50 100 150 200 250 300 350 400
Abundance
107.0
18.00 18.20 18.40 18.60 18.80
5000 67.0 m/z 95.00 82.18%
150.0
27.0 218.0
185.0
L W L L L WL AL WA
m/z--> 50 100 150 200 250 300 350 400
Abundance #170941: Pentacyclo[12.3.0.0(1,13).0(2,10).0(5,9)]heptadec... LI e e
278.0 18.00 18.20 18.40 18.60 18.80
m/z 121.00 80.14%
5000
332.0
0 'p“"'l""l"'
m/z--> 300 350 400 18.00 18.20 18.40 18.60 18.80

8270-BF110817.M Mon Nov 27 13:11:16 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100838.D

Aca On - 22 Nov 2017 22:08

Operator : SJ/JU

ﬁ?ggle : 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 15 unknownl18.57 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.57 2.44 ng 55539 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 43
2 1-Heptadecanamine 255 C17H37N 004200-95-7 38
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 38
4 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 38
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 38
Abundance Scan 2802 (18.568 min): BF100838.D (-2794) (-) m/z 57.00 100.00%
5%.0
5000
85.0 124.1
149.1 A B SN IS
] 007 0229-1 281.0 1820 1840 18.60 18.80
Obrrrrr bl y m/z 43.00 53.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86145: Ethanol, 2-(dodecyloxy)-
57.0
5000 U DR DR U
85.0 1820 1840 1860 18.80
23.0 110 1400 m/z 71.10 49.30%
0 Y 168.0 199.0 2990
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
30.0
18120 18.40 18.60 18:80
5000 570 m/z 85.05 35.49Y%

85.0
111.0 142.0 170.0 198.0 226.0 255.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141429: Eicosane, 2-methyl-
57.0 18.20 18.40 18.60 18.80
m/z 124.10 34.61%
5000
85.0
290
0 “ ‘1130 1410 ]_690 1970 2530 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF112217\

Data File : BF100838.D

Acq On : 22 Nov 2017 22:08

Operator : SJ/JU

3?22 le - 16043-19 N-TOA-BAJA-S001-0001-03
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 14.3 ng 322923 1 6.86 450926 20.0
unknown6.63 6.63 98.3 ng 2217120 1 6.86 450926 20.0
2-Hydroxy-iso-but. .. 8.69 5.1 ng 156772 2 8.14 611716 20.0
Benzophenone 10.61 24_.1 ng 808114 3 9.90 669113 20.0
2-Propenoic acid,... 10.99 5.0 ng 159975 4 11.38 636611 20.0
1-Ethyl-3-(pyrrol... 11.04 5.0 ng 158505 4 11.38 636611 20.0
Tridecanoic acid 11.90 5.7 ng 180451 4 11.38 636611 20.0
Octadecanoic acid 12.69 4.1 ng 130145 4 11.38 636611 20.0
Heptafluorobutyri... 13.85 3.7 ng 72414 5 14.02 389313 20.0
unknownl16 .44 16.44 2.0 ng 46810 6 15.49 455619 20.0
unknownl17 .53 17.53 3.7 ng 84041 6 15.49 455619 20.0
unknown18.11 18.11 2.4 ng 55349 6 15.49 455619 20.0
unknown18.39 18.39 2.0 ng 46650 6 15.49 455619 20.0
unknown18.57 18.57 2.4 ng 55539 6 15.49 455619 20.0
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