LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088751.D

Aca On : 6 Jul 2016 23:27

Operator : UM/SJ

Sample : H3878-10

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF063016.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 1.701 8 10 19 rVB 163556 255686 8.94% 1.064%
2 1.827 19 21 69 rvB 1374854 2860314 100.00% 11.901%
3 4.913 289 291 296 rBB 86076 121109 4.23% 0.504%
4 5.336 325 328 331 rBVY 1508030 1920819 67.15% 7.992%
5 6.387 416 420 422 rBV 1943195 2181045 76.25% 9.075%

6.513 428 431 434 rBV 1968527 1963046 68.63% 8.168%
6.741 449 451 454 rVB 414518 498807 17.44% 2.075%
rBB 1675143 1497625 52.36% 6.231%
7.313 498 501 503 rBV 1408322 1418511 49.59% 5.902%
8.033 561 564 566 rBvV 841090 755896 26.43% 3.145%
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11 9.107 655 658 661 rBB 2372552 2351714 82.22% 9.785%
12 9.507 690 693 695 rvB 235720 315393 11.03% 1.312%
13 9.782 714 717 719 rBV 916766 857299 29.97% 3.567%
14 10.228 752 756 757 rVB 42923 44600 1.56% 0.186%
15 10.559 783 785 788 rBv2 1110323 1365566 47.74% 5.682%

16 10.696 795 797 801 rBV 63075 72140 2.52% 0.300%
17 11.142 834 836 837 rBV 95965 82578 2.89% 0.344%
18 11.256 844 846 848 rBV 994816 872944 30.52% 3.632%
19 11.325 849 852 856 rvB2 21442 48485 1.70% 0.202%
20 11.565 871 873 876 rVB 54971 49150 1.72% 0.204%
21 12.456 949 951 953 rBV 63057 50095 1.75% 0.208%
22 12.685 967 971 973 rVB 42441 556825 1.95% 0.232%

23 12.845 982 985 987 rBV 2145027 2619593 91.58% 10.899%
24 13.748 1062 1064 1073 rBV 110094 180287 6.30% 0.750%
25 13.874 1073 1075 1081 rVB 801799 787091 27.52% 3.275%

26 14.377 1115 1119 1125 rBV2 24714 67917 2.37% 0.283%
27 14.491 1125 1129 1133 rVB4 12714 35069 1.23% 0.146%
28 14.868 1160 1162 1167 rVB 37221 61214 2.14% 0.255%
29 14.971 1168 1171 1172 rBV 36148 45532 1.59% 0.189%
30 15.257 1193 1196 1199 rBV 447970 522383 18.26% 2.173%
31 15.485 1214 1216 1219 rBV 28620 40459 1.41% 0.168%
32 15.702 1232 1235 1237 rBV 25259 36312 1.27% 0.151%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088751.D

Aca On : 6 Jul 2016 23:27

Operator : UM/SJ

Sample : H3878-10

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 24034504
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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:\HPCHEM1I\BNA F\DATA\BF070616\

BF088751.D

6 Jul 2016 23:27

UM/SsJ

H3878-10

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088751.D

Aca On : 6 Jul 2016 23:27

Operator : UM/SJ

Sample = H3878-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.91 4.86 ng 121109 1,4-Dichlorobenzene-d4 6.74
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 23
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 291 (4.913 min): BF088751.D (-289) (-) m/z 43.10 100.00%
43
59
5000
101 IR SR RS LR SR
| 83 4.60 4.80 5.00 5.20
oL el e e e m/z 59.10 62.71%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L L R
59 460 480 500 520
m/z 101.10 22 .32%
31 83 g3 101
0'”P”W””P“N””W”W”“P”W””W”W””“”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 17 .54%
68
0 50 126 142
L LR R A R AR AR RLAN RARRA RRARS RN LAY LAY LAY LA LALLS N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LI L L B BB
43 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000
15
58
0 2 . 2\\? 1
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY IR S R LN L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088751.D

Aca On : 6 Jul 2016 23:27

Operator : UM/SJ

Sample = H3878-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.51 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.51 78.71 ng 1963050 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17N0O2 1000378-96-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 431 (6.513 min): BF088751.D (-428) (-) m/z 132.00 100.00%
132
5000 68
96 RSN AR RS AR
40 54 81 115 6.20 6.40 6.60 6.80
0 m/z 68.10 46.71%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 RSN AR LR LR
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 32.89%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 30.31%
33 105
51 70 86
- e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine e e e  EERsEmEsm
132 6.20 6.40 6.60 6.80
m/z 69.10 19.38%
5000
105
77
oL 38 ea || 90 | 118 | 147 165 190 224 267
m/z--> 4'0 6|O 80 100 120 140 160 180 200 220 240 2('30 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088751.D

Aca On : 6 Jul 2016 23:27

Operator : UM/SJ

Sample = H3878-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.58 ng 180287 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1064 (13.748 min): BF088751.D (-1062) (-) m/z 57.10 100.00%
57 83
5000 111
3 139 13.40 13.60 13.80 14.00
0 m/z 83.10 91.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l
13.40 13.60 13.80 14.00
m/z 55.10 87.58%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 97.10 83.74%
29

139 167 106 238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83 13.40 13.60 13.80 14.00

m/z 43.10 83.62%

5000

29

ol il 167 196 224 252 280 308
P R RE T T

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088751.D

Acq On : 6 Jul 2016 23:27

Operator : UM/SJ

Sample : H3878-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 .91 4.9 ng 121109 1 6.74 498807 20.0
unknown6.51 6.51 78.7 ng 1963050 1 6.74 498807 20.0
n-Tetracosanol-1 13.75 4.6 ng 180287 5 13.87 787091 20.0
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