LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104986.D

Acq On : 1 May 2018 16:21

Operator : JU/SJ

Sample - J2616-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.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 height area % max. total
1 4_351 380 385 405 rvB 464989 572613 15.16% 2.949%
2 5.022 488 499 502 rBV 1871456 3777198 100.00% 19.455%
3 5.410 563 565 578 rBY 33639 47016 1.24% 0.242%
4 6.422 734 737 754 rVV 724777 810358 21.45% 4.174%
5 6.557 757 760 764 rBV 194936 151618 4_.01% 0.781%
6 6.786 796 799 803 rBY 765876 623037 16.49% 3.209%
7 6.845 806 809 817 rvB 52456 45808 1.21% 0.236%
8 6.945 822 826 829 rBV 2086240 1799627 47.64% 9.269%
9 7.357 891 896 899 rBV 1446328 1347865 35.68% 6.942%
10 8.075 1014 1018 1034 rVB 971221 872403 23.10%  4.493%

11 9.151 1196 1201 1204 rBV 3028837 2656221 70.32% 13.681%
12 9.545 1262 1268 1271 rBV 217223 195145 5.17% 1.005%

13 9.751 1300 1303 1307 rBV 54718 43279 1.15% 0.223%
14 9.827 1313 1316 1326 rVB 991451 962415 25.48% 4_.957%
15 10.251 1386 1388 1391 rVB 72634 54900 1.45% 0.283%
16 10.727 1466 1469 1473 rBV 73314 81035 2.15% 0.417%
17 11.174 1540 1545 1547 rBV 53253 46009 1.22% 0.237%
18 11.204 1547 1550 1556 rVB4 35732 41787 1.11% 0.215%
19 11.321 1566 1570 1577 rBV 1008512 940165 24.89%% 4.842%
20 11.604 1615 1618 1621 rBV 52023 41137 1.09% 0.212%
21 12.010 1685 1687 1690 rVB 51706 39017 1.03% 0.201%
22 12.404 1751 1754 1757 rVB 37982 37884 1.00% 0.195%
23 12.504 1768 1771 1775 rBvV4 26974 39921 1.06% 0.206%
24 12.539 1775 1777 1780 rBV 58768 57123 1.51% 0.294%
25 12.774 1815 1817 1821 rVB 64664 52188 1.38% 0.269%
26 12.915 1834 1841 1844 rBV 2277157 2224161 58.88% 11.456%
27 13.021 1857 1859 1865 rVB3 39514 57053 1.51% 0.294%
28 13.839 1995 1998 2006 rVB 262737 322280 8.53% 1.660%
29 13.992 2022 2024 2026 rBV 78286 70865 1.88% 0.365%
30 14.027 2026 2030 2034 rVB 674656 630775 16.70% 3.249%
31 14.233 2063 2065 2069 rVB3 43061 44267 1.17% 0.228%
32 15.598 2291 2297 2304 rBV 442067 635744 16.83% 3.274%
33 16.045 2370 2373 2379 rBV3 24535 40283 1.07% 0.207%
34 16.109 2379 2384 2391 rVB9 25352 54284 1.44% 0.280%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104986.D

Acq On : 1 May 2018 16:21

Operator : JU/SJ

Sample - J2616-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 19415481
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF050118\

BF104986.D
1 May 2018 16:21
JussJ
J2616-19
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104986.D

Acq On : 1 May 2018 16:21

Operator : JU/SJ

Sample - J2616-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.M
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 1 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4_.35 18.38 ng 572613 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 78

Abundance Scan 385 (4.351 min): BF104986.D (-380) (-) m/z 83.00 100.00%
55 83
5000
43 %
R mmm A mam e
3 ‘ 4.00 4.20 4.40 4.60
0 ..,....,....,...ﬁﬂ:..‘.‘?n'.:.??.‘?7.,...77.,.!..,....,.... m/z 55.10  80.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 BN SN AR SRR
29 98 4.00 4.20 4.40 4.60
m/z 98.10 36.87%
0 \‘\‘ 3%\\\ 49\ ‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 6 70 8 90 100
Abundance
83
55 400 420 4.40 460
5000 43 m/z 43.00 30.78%
98
29
0 23 38| 49 63 69 77 91
miz--> 10 20 30 40 50 6 70 8 90 100
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)-
5 83 4.00 4.20 4.40 4.60
m/z 39.10 22 .89%
5000 41 98
27 69
0 "|'%§'| "JJI""‘iJ"??““ l'|§?'hh "??I'l" N S ER NSNS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104986.D

Acq On : 1 May 2018 16:21

Operator : JU/SJ

Sample - J2616-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.02 121.25 ng 3777200 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 499 (5.022 min): BF104986.D (-488) (-) m/z 42.95 100.00%
43
59
5000
101 SR i SR
4.60 4.80 5.00 5.20 5.40
83
o...,....,....,....',':...?.1.~!~I,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 64.00%
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
5000 SR SRR UL SRR
59 4.60 4.80 500 520 5.40
m/z 101.00 25.74%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
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
460 480 500 520 540
5000 M m/z 58.00 16.58%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime e EREaamaEEE L
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.98%
5000
101
15 58
|| 60 84 |
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY SR SRS UL SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104986.D

Acq On : 1 May 2018 16:21

Operator : JU/SJ

Sample - J2616-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.M
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 3 unknown6.56 Concentration Rank 5

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

6.56 4.87 ng 151618 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 761 (6.563 min): BF104986.D (-757) (-) m/z 132.00 100.00%
5000
68
96 rrrrrryrTrTTTTT T T T e
40 40 54 | |75 104 6.20 6.40 6.60 6.80
O R e e e L e m/z 134.00 34.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS U R
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 68.10 32.67%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 620 640 660 680
5000 m/z 66.00 21.48%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132 6.20 6.40 6.60 6.80
m/z 96.00 13.79%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 8 90 100 110 120 130 140 6.20 eho 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104986.D

Acq On : 1 May 2018 16:21

Operator : JU/SJ

Sample - J2616-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.M
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 5 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 10.22 ng 322280 Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93

Abundance Scan 1998 (13.839 min): BF104986.D (-1995) (-) m/z 83.10 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 57.10 89.19%

176 157

o 182 209 231

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69584: Cyclopentadecane
55

3

13.60 13.80 14.00 14.20
m/z 97.10 88.90%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R N REEE R RS
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 84 .43%

29
139 167182 210 233 266 204

s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol b RREmE EE e
56 13.60 13.80 14.00 14.20
m/z 43.10 83.51%
- V\J\\A\jk\r/\w\_/\
29 139
oL i 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14. 20

8270-BF040618.M Wed May 02 14:36:21 2018 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104986.D

Acq On : 1 May 2018 16:21

Operator : JU/SJ

Sample - J2616-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
3-Penten-2-one, 4. .. 4._.35 18.4 ng 572613 1 6.79 623037 20.0
2-Pentanone, 4-hy... 5.02 121.3 ng 3777200 1 6.79 623037 20.0
unknown6 .56 6.56 4.9 ng 151618 1 6.79 623037 20.0
Cyclopentadecane 13.84 10.2 ng 322280 5 14.03 630775 20.0
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