LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097266.D

Aca On : 2 Aug 2017 10:41

Operator : SJ/JU

Sample : 14512-01RE

Misc :

ALS Vial : 42 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-BF072517.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 2.634 124 127 144 rBV 130107 284483 10.51% 1.346%
2 4.604 458 462 480 rBV 297864 513487 18.98% 2.430%
3 5.069 537 541 559 rBVY 2284385 2705876 100.00% 12.804%
4 6.134 718 722 736 rBVY 2308424 2649032 97.90% 12.535%
5 6.239 736 740 751 rVB 2719431 2536204 93.73% 12.001%
6 6.463 774 778 789 rBV 696559 608970 22.51% 2.882%
7 6.616 800 804 815 rBVY 1930743 1953644 72.20% 9.245%
8 7.034 871 875 878 rBVY 1848685 1697613 62.74% 8.033%
9 7.181 897 900 910 rBV 18642 28437 1.05% 0.135%
10 7.681 981 985 992 rBV2 28461 51357 1.90% 0.243%

11 7.745 992 996 1001 rBV 901037 750208 27.73% 3.550%
12 8.828 1175 1180 1183 rBV 2236592 2123257 78.47% 10.047%
13 9.222 1244 1247 1256 rBV 472723 419528 15.50% 1.985%
14 9.492 1289 1293 1300 rVB 675555 630040 23.28% 2.981%

15 9.945 1367 1370 1373 rVB 44320 33022 1.22% 0.156%
16 10.275 1423 1426 1436 rBV 963762 984984 36.40% 4.661%
17 10.416 1447 1450 1457 rBV 59379 64675 2.39% 0.306%
18 10.857 1520 1525 1528 rBV2 29072 29342 1.08% 0.139%

19 10.963 1539 1543 1548 rBV 578763 493283 18.23% 2.334%
20 12.545 1808 1812 1816 rBV 1540532 1382542 51.09% 6.542%

21 13.486 1966 1972 1982 rBV2 40294 100120 3.70% 0.474%
22 13.586 1985 1989 1997 rVB 631358 562193 20.78% 2.660%

23 14.351 2115 2119 2128 rBV 66314 76949 2.84% 0.364%

24 14.933 2213 2218 2223 rBV 356037 424724 15.70% 2.010%

25 15.733 2351 2354 2360 rVB5 18805 28526 1.05% 0.135%
Sum of corrected areas: 21132496
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097266.D

Aca On : 2 Aug 2017 10:41

Operator : SJ/JU

Sample : 14512-01RE

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097266.D
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Abundance TIC: BF097266.D
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Abundance TIC: BF097266.D

2500000

2000000

1500000

1000000
500000 14.93

14.35 15.73

O e e B e i i e e e e e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097266.D

Aca On : 2 Aug 2017 10:41

Operator : SJ/JU

Sample : 14512-01RE

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.60 16.86 ng 513487 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
3 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9
4 3.3-Dimethvilbutvlamine 101 C6H15N 015673-00-4 7
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 461 (4.598 min): BF097266.D (-458) (-) m/z 43.00 100.00%
43.0
5000 59.0 \
| 83.0 10|1-1 420 4.40 4.60 4.80 5.00
S  PRSNSSPT| NS &S M m/z 59.00 50.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I U L R
59.0 420 440 460 4.80 5.00
m/z 58.00 12.97%
\?]‘"0 1 L 83.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 4.60 4.80 5.00
5000 m/z 101.10 12.44%
58.0
15.0 27.0 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #6108: 5-Oxohexanenitrile T R Ea e B e
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 9.79%
5000
150 270 ‘\‘ 580 680  g3p 960 1100
mz-> 10 20 30 40 50 60 70 80 90 100 110 420 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097266.D

Aca On : 2 Aug 2017 10:41

Operator : SJ/JU

Sample : 14512-01RE

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3 unknown6.24 Concentration Rank 1

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

6.24 83.29 ng 2536200 1,4-Dichlorobenzene-d4 6.46
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 740 (6.239 min): BF097266.D (-736) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 L o J 00 620 6.0 680
s m/z 68.10 41.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 USRS A R
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 31.77%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
600 620 640 6.60
5000 m/z 66.00 26.61%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! R S Eamns ne
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.05 16.26%
74.0
5000 98.0 116.0
T I‘I\I - "'Ml : Iw‘l : Iw‘l“l : "“l : I‘\ - = |:!-5|8|0|| — |]:8|9|()|
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097266.D

Aca On : 2 Aug 2017 10:41

Operator : SJ/JU

Sample : 14512-01RE

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.62 ng 64675 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 59
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 59
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
Abundance Scan 1451 (10.422 min): BF097266.D (-1447) (-) m/z 57.00 100.00%
57.0
5000
85.1 ) MW SN T
391) | 113.2 10.20 10.40 10.60 10.80
el e | | M/z  43.05  66.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 UL UL UL UL B
mmmmmmmm
29.0 85.0 m/z 71.00 46.98%
m/z--> 26 Jo éo 8b 160 150 150 160 180 260 250
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 28.64%
85.0
29.0

113.0 141.0 169.0 197 0 226.0

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

Abundance #172311: Sulfurous acid, decyl 2-ethylhexyl ester
57.0 10.20 10.40 10.60 10.80
m/z 41.00 22.18%
5000
29.0 850 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 20 10 40 10. 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097266.D

Aca On : 2 Aug 2017 10:41

Operator : SJ/JU

Sample : 14512-01RE

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 5-Octadecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.49 3.56 ng 100120 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 86
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 80
3 n-Tetracosanol-1 354 C24H500 000506-51-4 74
4 1-Hexacosanol 382 C26H540 000506-52-5 64
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 60
Abundance Scan 1973 (13.492 min): BF097266.D (-1966) (-) m/z 57.05 100.00%
51.0
83.1
5000 111.1
13.20 13.40 13.60 13.80
— 2071 m/z 55.00 96.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104186: 5-Octadecene, (E)-
55.0
83.0
5000 SRR BRI SN B
13.20 13.40 13.60 13.80
29.0 111.0 m/z 43.05 79.77%
\‘ Il 139.0 168.0195.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 83.10 73 .30%
83.0
29.0 111.0

139.0 168.0 196.0 224.0 253.0

mmwwmmrwmrwmﬁwmﬁrrﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1
43.0 13.20 13.40 13.60 13.80

m/z 69.10 66 .33%

5000 83.0

NN 140.0 168.0196.0  238.0266.0  308.0336.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097266.D

Aca On : 2 Aug 2017 10:41

Operator : SJ/JU

Sample : 14512-01RE

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 7 Heptanamide, 4-ethyl-5-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.35 3.62 ng 76949 Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 53
2 Tetradecanamide 227 C14H29NO 000638-58-4 50
3 Acetic acid. cvanohvdroxvimino-.... 128 C4H4N203 061295-92-9 47
4 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 47
5 2-Hydroxy-2-methylundec-5-en-3-one 198 C12H2202 1000191-46-2 47

Abundance Scan 2119 (14.351 min): BF097266.D (-2115) (-) m/z 59.00 100.00%
59.0
5000
410
A
83.0 UAPNA SUNIRN B B
100.0 126.1 1479 14.00 14.20 14.40 14.60
m/z 72.00 57 .26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38995: Heptanamide, 4-ethyl-5-methyl-
59.0
5000 AR AR RN SRR &
114.0 14.00 14.20 14.40 14.60
41.0 ' m/z 55.00 50.20%
150 | | || | 860 ‘ 1420 1710
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
59.0
14.00 14.20 14.40 14.60
5000 m/z 43.05 34_.97%
41,0 86.0 1140 149016701840 205.0 227.0
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #11993: Acetic acid, cyanohydroxyimino-, methyl ester R REEEE e
59.0 14.00 14.20 14.40 14.60
m/z 41.00 31.46%
5000
41.0 ‘ 96.0 128.0
‘\ ‘\ I Il
m/z--> 20 45 60 86 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080117\
Data File : BF097266.D

Acq On : 2 Aug 2017 10:41

Operator : SJ/JU

Sample : 14512-01RE

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.60 16.9 ng 513487 1 6.46 608970 20.0
unknown6 .24 6.24 83.3 ng 2536200 1 6.46 608970 20.0
Tridecane 10.42 2.6 ng 64675 4 10.96 493283 20.0
5-Octadecene, (E)- 13.49 3.6 ng 100120 5 13.59 562193 20.0
Heptanamide, 4-et... 14.35 3.6 ng 76949 6 14.93 424724 20.0
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