LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101812.D

Aca On : 28 Dec 2017 19:39

Operator : SJ/JU

Sample : 16995-01 5X

Misc :

ALS Vial : 19 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-BF121417.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 4.987 491 493 510 rBV 51058 116801 10.58% 1.079%
2 5.422 564 567 597 rBV 157156 482088 43.68% 4._.453%
3 6.445 738 741 758 rBV 234409 576015 52.19% 5.321%
4 6.563 758 761 773 rVB 430582 615165 55.73% 5.683%
5 6.781 795 798 811 rBV 858640 861791 78.08% 7.961%
6 6.940 821 825 836 rBV 428417 494871 44.84% 4_.571%
7 7.363 894 897 915 rBV 182383 362716 32.86% 3.351%
8 8.063 1013 1016 1040 rVB 1022456 1103735 100.00% 10.196%
9 8.639 1109 1114 1117 rBV 14106 12398 1.12% 0.115%
10 9.069 1184 1187 1193 rVB4 16175 15487 1.40% 0.143%
11 9.133 1195 1198 1207 rVV 651628 657176 59.54% 6.071%
12 9.204 1207 1210 1214 rVB 40063 37358 3.38% 0.345%
13 9.522 1260 1264 1265 rBV3 25805 26911 2.44% 0.249%
14 9.539 1265 1267 1272 rVB 39082 41941 3.80% 0.387%
15 9.733 1298 1300 1304 rVB 50416 36539 3.31% 0.338%
16 9.816 1311 1314 1327 rVB 982981 983794 89.13% 9.088%
17 10.063 1352 1356 1359 rBVvV4 11356 16226 1.47% 0.150%
18 10.139 1363 1369 1371 rBVv4 9921 11940 1.08% 0.110%
19 10.233 1382 1385 1387 rVB 51280 43804 3.97% 0.405%
20 10.451 1415 1422 1424 rBV 29717 37935 3.44% 0.350%
21 10.628 1448 1452 1462 rBV 86035 117617 10.66% 1.086%
22 10.704 1462 1465 1474 rVB3 59451 91361 8.28% 0.844%
23 10.898 1495 1498 1500 rBV 13663 14094 1.28% 0.130%
24 11.151 1538 1541 1543 rBV 38373 31388 2.84% 0.290%
25 11.180 1543 1546 1548 rVB 23228 23164 2.10% 0.214%
26 11.310 1565 1568 1572 rBV 829185 802272 72.69% 7.411%
27 11.339 1572 1573 1581 rVvV 89469 69698 6.31% 0.644%
28 11.398 1581 1583 1588 rVvv2 17279 17130 1.55% 0.158%
29 11.575 1611 1613 1616 rVB 33230 30368 2.75% 0.281%
30 11.739 1637 1641 1643 rBV5 8172 11099 1.01% 0.103%
31 11.822 1652 1655 1658 rBvV4 12829 16647 1.51% 0.154%
32 11.851 1658 1660 1663 rVB2 15023 13545 1.23% 0.125%
33 11.933 1670 1674 1676 rBV3 17846 21527 1.95% 0.199%
34 11.980 1680 1682 1685 rVB 25934 22365 2.03% 0.207%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101812.D

Aca On : 28 Dec 2017 19:39

Operator : SJ/JU

Sample : 16995-01 5X

Misc :

ALS Vial : 19 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:\HPCHEMI\BNA F\METHODS\8270-BF121417 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.369 1745 1748 1753 rBV2 42261 53404 4.84% 0.493%
36 12.480 1764 1767 1770 rBv4 21089 19949 1.81% 0.184%
37 12.533 1773 1776 1781 rVvV 196224 188990 17.12% 1.746%
38 12.686 1799 1802 1807 rBV5 18275 32169 2.91% 0.297%
39 12.745 1809 1812 1813 rBV 62051 57054 5.17% 0.527%

40 12.763 1813 1815 1821 rVB 200787 181299 16.43% 1.675%

41 12.886 1833 1836 1841 rVB 449023 430501 39.00% 3.977%
42 13.098 1870 1872 1875 rVB2 40725 37012 3.35% 0.342%
43 13.768 1984 1986 1989 rBV2 52662 55237 5.00% 0.510%
44 13.963 2015 2019 2022 rBVY 892473 929105 84.18% 8.583%
45 15.015 2195 2198 2201 rBVY 145441 168907 15.30% 1.560%

46 15.380 2257 2260 2265 rVB2 150768 180882 16.39% 1.671%
47 15.433 2265 2269 2278 rVB 517861 674078 61.07% 6.227%

Sum of corrected areas: 10825553
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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:\HPCHEMI\BNA F\DATA\BF122817\

BF101812.D

28 Dec 2017 19:39

SJ/Ju

16995-01 5X

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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\BF122817\
Data File : BF101812.D

Aca On : 28 Dec 2017 19:39

Operator : SJ/JU

Sample : 16995-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.99 2.71 ng 116801 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 494 (4.993 min): BF101812.D (-491) (-) m/z 43.00 100.00%

43.0
59.1
5000

101.1 T TR T T T
510 | 83.0 | 460 4.80 5.00 520 5.40
o} P 1 VY | O S M m/z 59.10 57.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LI L L L L I L LB
59.0 460 4.80 500 520 5.40
m/z 101.10 18.81%
o 3o | 830 930 %10
L B B e ki o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
IIIIIIIIIIIIIIIAIIIIIIIII
460 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 16.37%
31.0
69.0 87.0
15.0 51.0 98.0
o) S AN |8 N Pt M S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3098: 2-Propyn-1-ol, acetate A R
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 9.82%
5000
55‘.0 70.0 98.0
o L R T o R
m/z--> 10 20 30 40 50 60 70 80 90 100 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101812.D

Aca On : 28 Dec 2017 19:39

Operator : SJ/JU

Sample : 16995-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.56 Concentration Rank 1

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

6.56 14.28 ng 615165 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 760 (6.557 min): BF101812.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1 \
40.0 540 9.0 620 6.40 6.60 6.80
o} B e e B m/z 68.10 48 .57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR RS SRS SRR B
6.20 6.40 6.60 6.80
310 5L0 m/z 66.00 31.12%
oL Ly | ‘
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 6.40 6.60 6.80
5000 67.0 m/z 134.00 29.36%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB B S
57.0 132.0 620 640 6.60 6.80
m/z 69.05 17.81%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN S A S
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101812.D

Aca On : 28 Dec 2017 19:39

Operator : SJ/JU

Sample : 16995-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.28 ng 91361 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Octacosane 394 C28H58 000630-02-4 78

Abundance Scan 1464 (10.698 min): BF101812.D (-1462) (-) m/z 57.05 100.00%

571.0

5000 j
113.2 141.1 302.1 10.40 10.60 10.80 11.00
o] m/z 43.05 75.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
57.0
5000 LIS L L L L L L L L LB
85.0 10,40 10.60 10.80 11.00
29.0 m/z 71.05 65.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T T
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 37.88%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane

57.0 10.40 10.60 10.80 11.00

m/z 41.00 34 .39%
5000 85.0
29.0
okl Uy 1180 1410 169.0 197.0 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10 80 11. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122817\
Data File : BF101812.D

Acq On : 28 Dec 2017 19:39

Operator : SJ/JU

Sample : 16995-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.99 2.7 ng 116801 1 6.78 861791 20.0
unknown6 .56 6.56 14.3 ng 615165 1 6.78 861791 20.0
Heptadecane 10.70 2.3 ng 91361 4 11.31 802272 20.0
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