LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089210.D

Acq On : 23 Jul 2016 00:04

Operator : UM/SJ

Sample - H4152-19

Misc :

ALS Vial : 14 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-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 height area % max. total

1.713 9 11 46 rVB 1095106 2208838 100.00% 14.728%
4._.707 271 273 283 rBV 36722 62580 2.83% 0.417%
rBv 932482 1290508 58.42% 8.605%
6.239 404 407 414 rBV 1057253 1368720 61.97% 9.126%
6.353 414 417 434 rVB 969516 1438792 65.14% 9.594%
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6.582 434 437 448 rBvY 202762 250967 11.36% 1.673%
6.730 448 450 453 rBvY 856316 932851 42.23% 6.220%
7.153 484 487 505 rBvV 677018 908234 41.12% 6.056%
7.862 547 549 559 rBV 344638 379934 17.20% 2.533%
8.948 641 644 646 rBV 1386655 1621624 73.42% 10.813%

=
QO ~NO®

11 9.348 676 679 681 rBvV 243765 288944 13.08% 1.927%
12 9.611 699 702 704 rBV 446961 436154 19.75% 2.908%
13 10.399 768 771 781 rBV 913534 1039617 47.07% 6.932%
14 11.085 829 831 835 rBvV 454813 457772 20.72% 3.052%
15 12.674 967 970 972 rBV 1180355 1535259 69.51% 10.237%

16 13.599 1048 1051 1058 rBV 25685 65824 2.98% 0.439%
17 13.702 1058 1060 1071 rVB 426904 411658 18.64% 2.745%
18 15.051 1175 1178 1184 rBV 196124 299224 13.55% 1.995%

Sum of corrected areas: 14997500
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089210.D

Acq On : 23 Jul 2016 00:04

Operator : UM/SJ

Sample - H4152-19

Misc :

ALS Vial : 14 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

Abundance TIC: BF089210.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089210.D

Acq On : 23 Jul 2016 00:04

Operator : UM/SJ

Sample - H4152-19

Misc :

ALS Vial : 14 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.

4.71 4.99 ng 62580 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 273 (4.707 min): BF089210.D (-271) (-) m/z 43.05 100.00%
43
59
5000
101 AR SRR AR
s | 83 | 4.40 4.60 4.80 5.00
SRARESSAMENINMBSSMSSSSDY 1 N 2NN | MESSHRSSBSMSS. SN S M m/z 59.10 63.32%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L U L L R
59 440 460 480 500
m/z 101.00 22.27%
25 31 37 | 83 g3 1
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43
440 460 480 500
5000 m/z 58.10 17.16%
55
21 37 49 65 71 77 83 98
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #214: Acetone L L L B L N B
43 4.40 4.60 4.80 5.00
m/z 41.10 10.52%
5000
15
58
27
"W?”'IJ'W"NH”'“H'”I'”'I”'W"”I”"P'”I'”'I AR SAEEE SULAE AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00

8270-BF072016.-M Mon Jul 25 16:33:56 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089210.D

Acq On : 23 Jul 2016 00:04

Operator : UM/SJ

Sample - H4152-19

Misc :

ALS Vial : 14 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 unknown6.35 Concentration Rank 2

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

6.35 114.66 ng 1438790 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 417 (6.353 min): BF089210.D (-414) (-) m/z 132.00 100.00%
5000 68
40 s || 7 & 9|6 5115 J 6.00 620 6.40 6.60
el A7 87 L WPUS ) m/z 68.10 35.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 33.44%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.05 23.09%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R AR mE e ms B
57 132 6.00 6.20 6.40 6.60
24 m/z 69.05 14 _.40%
5000 og M° A\\[\\_
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SN L AN
m/z--> 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\BF072216\
Data File : BF089210.D

Acq On : 23 Jul 2016 00:04

Operator : UM/SJ

Sample - H4152-19

Misc :

ALS Vial : 14 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 5
R.T. EstConc Area Relative to ISTD R.T.
13.60 3.20 ng 65824 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 58
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 53
3 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 47
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 38
5 1-Hexacosanol 382 C26H540 000506-52-5 38
Abundance Scan 1051 (13.599 min): BF089210.D (-1048) (-) m/z 83.10 100.00%
55 83
5000 A
111 SN N W
13.20 13.40 13.60 13.80 14.00
e m/z 55.10 94 .23%
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
5000 83 AR AR A
anmnmwmmm
18 11 m/z 57.10 92.06%
Ll e 140 168 196 238 266 308 336
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
”"I”"I”N'I”"I”
83 13.20 13.40 13.60 13.80 14.00
5000 m/z 69.10 82.64%
29

111
139 168 195 224 252

L L L R L L R R B R L R RN R R R R RARER RN LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

_:::::::,

Abundance #36776: 4-Undecene, 6-methyl- R Ea s e
56 13.20 13.40 13.60 13.80 14.00
m/z 43.10 81.22%
5000
97
29

L b 79 | 15 168
A L8 AR Aadasmassata L s et e B e
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 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089210.D

Acq On : 23 Jul 2016 00:04

Operator : UM/SJ

Sample - H4152-19

Misc :

ALS Vial : 14 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... 4.71 5.0 ng 62580 1 6.58 250967 20.0
unknown6 .35 6.35 114.7 ng 1438790 1 6.58 250967 20.0
n-Tetracosanol-1 13.60 3.2 ng 65824 5 13.70 411658 20.0
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