LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089174.D

Aca On : 21 Jul 2016 12:14

Operator : UM/SJ

Sample : H4112-04

Misc :

ALS Vial : 10 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-BF072016.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 1.724 11 12 56 rVvB 1183266 2328436 100.00% 19.521%
2 4.719 272 274 284 rBV 74162 118176 5.08% 0.991%
3 5.187 313 315 335 rBV 517611 823875 35.38% 6.907%
4 6.250 406 408 416 rBV 534111 872576 37.47% 7.315%
5 6.365 416 418 434 rVvV 847127 978534 42.03% 8.204%
6 6.593 437 438 449 rBV 205549 314789 13.52% 2.639%
7 6.753 449 452 461 rBV 756757 744768 31.99% 6.244%
8 7.165 486 488 504 rBV 460402 579919 24.91% 4.862%
9 7.885 549 551 553 rBV 417840 420223 18.05% 3.523%
10 8.959 643 645 648 rBY 1104757 1055280 45.32% 8.847%

11 9.359 678 680 688 rBvV 188952 168727 7.25% 1.415%
12 9.622 701 703 706 rBV 323399 435116 18.69% 3.648%
13 10.411 770 772 780 rVB 413455 416093 17.87% 3.488%
14 10.548 780 784 790 rBB 22622 29025 1.25% 0.243%
15 11.096 830 832 837 rBV 339976 431168 18.52% 3.615%

16 12.297 935 937 940 rBV 57378 78776 3.38% 0.660%
17 12.525 954 957 960 rBV 76382 78158 3.36% 0.655%
18 12.685 969 971 973 rBV 707735 773064 33.20% 6.481%
19 13.622 1049 1053 1058 rVB3 24094 61885 2.66% 0.519%
20 13.714 1058 1061 1067 rVB2 271664 398863 17.13% 3.344%
21 14.251 1106 1108 1112 rVB4 13642 32035 1.38% 0.269%
22 14.571 1134 1136 1140 rVVv2 18468 28161 1.21% 0.236%
23 14.708 1146 1148 1153 rVV 56935 111034 4.77% 0.931%
24 14.800 1153 1156 1158 rVvVv 29571 42736 1.84% 0.358%
25 14.857 1158 1161 1168 rVV6 18123 68680 2.95% 0.576%
26 14.960 1168 1170 1173 rVV 29529 39948 1.72% 0.335%
27 15.017 1173 1175 1177 rVV 35541 54995 2.36% 0.461%
28 15.063 1177 1179 1186 rVB 227665 319690 13.73% 2.680%
29 15.565 1221 1223 1228 rVB2 7773 23384 1.00% 0.196%
30 16.286 1283 1286 1290 rBV2 16196 33489 1.44% 0.281%
31 16.651 1315 1318 1324 rBV 15775 40324 1.73% 0.338%
32 16.823 1327 1333 1334 rBV5 9064 26139 1.12% 0.219%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089174.D

Aca On : 21 Jul 2016 12:14

Operator : UM/SJ

Sample : H4112-04

Misc :

ALS Vial : 10 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-BF072016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 11928066
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Meth
Quant Titl

TIC Librar
TIC Integr

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF072116\
BF089174.D

21 Jul 2016 12:14

UM/SJ

H4112-04

10 Sample Multiplier: 1

od
e

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF072016.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
\% : C:\Database\NIST11.L
ation Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089174.D

Aca On 21 Jul 2016 12:14

Operator : UM/SJ

Sample : H4112-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.72 7.51 ng 118176 1,4-Dichlorobenzene-d4 6.60
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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 274 (4.719 min): BF089174.D (-272) (-) m/z 43.10 100.00%
43
59
5000
101 T R
| | a3 | 440 460 480 5.00
R A RS A RRA A RAS AARLA ARARS RARNRAREA AARAN CARAN MRS AANSS SARA ARAY m/z 59.10 62.61%
m/z--> 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 L L UL UL
59 440 460 480 500
m/z 101.10 22.63%
"'I'”'I'”'?%'”I"”I"”I"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 500
5000 M m/z 58.10 15.90%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime e
43 440 460 480 5.00
m/z 41.10 9.98%
5000
101
15 58
28 | 69 84
mizs 10 % 3 4o 0 60 7o 8 9 100 110 130 150 150 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089174.D

Aca On 21 Jul 2016 12:14

Operator : UM/SJ

Sample : H4112-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 3 unknown6.36 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

6.36 62.17 ng 978534 1,4-Dichlorobenzene-d4 6.60

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16

2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12

3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10

5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 418 (6.365 min): BF089174.D (-416) (-) m/z 132.00 100.00%

132
5000 68 \
40 854 62‘| 75 g7 104 6.00 6.20 6.40 6.60
S AR 1 RN -7 N | m/z 68.10 47.78%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.00 6.20 6.40 6.60
78 m/z 134.00 31.87%

31 38 4, 51
S il S U N | SN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
_l—rl_l_l_l—rl_l_l_

6.00 6.20 6.40 6.60

5000 m/z 66.10 30.84%
33 a4 o g7 105
78
51 €0 86 115
T T T T e e T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 19.57%
104
5000
51 77
39 65 ‘ o1 115
S -8 1S P A RS IS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089174.D

Aca On 21 Jul 2016 12:14

Operator : UM/SJ

Sample : H4112-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 5 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.62 3.10 ng 61885 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Dichloroacetic acid. tetradecvl ... 324 C16H30CI202 083005-02-1 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1053 (13.622 min): BF089174.D (-1049) (-) m/z 55.10 100.00%
55
5000
207 23 "' 1340 13.60 13.80 14.00
repreree by m/z 83.10 95.48%
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 111 /\\uuuuuuuuuuuuuuuuuuu
13. 40 13 60 13 80 14. 00
m/z 57.10 93.39Y%
29
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
"' 1340 13.60 13.80 14.00
5000 111 m/z 97.10 87.21%
29
139 167 106 238 266 294
m@m‘mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185169: Heptadecy! trifluoroacetate
57 13.40 13.60 13.80 14.00
97 m/z 43.10 83.42%
5000
29 125
o h 154 187 210 238 265283 334
m/z--> 2'0 4'0 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089174.D

Aca On 21 Jul 2016 12:14

Operator : UM/SJ

Sample : H4112-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .86 4_.30 ng 68680 Perylene-d12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 70
2 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 70
3 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI1303 1000314-56-2 62
4 1-Hexadecanol 242 C16H340 036653-82-4 62
5 Carbonic acid, tetradecyl 2,2,2-_... 388 C17H31CI1303 1000314-56-0 62
Abundance Scan 1161 (14.857 min): BF089174.D (-1158) (-) m/z 43.10 100.00%
43 57 83 g7

5000
191 208 14.60 14.80 15.00 15.20
e m/z 57.10 93.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester
3
5000 LI N N N O N B

14.60 14.80 15.00 15.20
m/z 83.10 85.36%

29
1261401541681827 210 238252066

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

295

57 83
43 97

14.60 14.80 15.00 15.20
5000 111 m/z 97.10 82.89%

29
126140154,46182 210 255

Wmmmmmnmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethy! ester R BEERE BT L
14.60 14.80 15.00 15.20
m/z 55.10 75.48%

5000

154168 196 224

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072116\
Data File : BF089174.D

Acq On : 21 Jul 2016 12:14

Operator : UM/SJ

Sample : H4112-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
Quant Title : 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... 4.72 7.5 ng 118176 1 6.60 314789 20.0
unknown6 .36 6.36 62.2 ng 978534 1 6.60 314789 20.0
n-Tetracosanol-1 13.62 3.1 ng 61885 5 13.71 398863 20.0
Dichloroacetic ac... 14.86 4.3 ng 68680 6 15.06 319690 20.0
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