LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104328.D

Aca On > 7 Apr 2018 1:28

Operator : JU/SJ

Sample : J2248-01

Misc :

ALS Vial : 24 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-BF040618.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 4.381 386 390 394 rBV 60682 68941 2.53% 0.300%
2 5.010 492 497 505 rvB 419535 492902 18.09% 2.148%
3 5.410 560 565 568 rBY 2166649 2001122 73.43% 8.719%
4 6.428 732 738 741 rBV 2421545 2485895 91.22% 10.831%
5 6.569 758 762 765 rBVY 2533097 2326226 85.36% 10.135%
6 6.628 769 772 776 rBV 41848 32660 1.20% 0.142%
7 6.804 798 802 805 rBY 1063596 825131 30.28% 3.595%
8 6.957 824 828 832 rVB 2200728 2010327 73.77% 8.759%
9 7.369 892 898 901 rBVY 1714567 1578312 57.91% 6.876%
10 8.086 1016 1020 1023 rBV 1423996 1098691 40.32% 4_.787%
11 9.163 1198 1203 1206 rBVY 3149995 2725234 100.00% 11.873%
12 9.245 1213 1217 1219 rBV 32496 30689 1.13% 0.134%
13 9.557 1266 1270 1273 rBV 213229 164125 6.02% 0.715%
14 9.775 1303 1307 1310 rBV 84652 66004 2.42% 0.288%
15 9.845 1314 1319 1322 rVB 1204387 1157425 42_.47% 5.043%
16 10.274 1389 1392 1395 rVB 103994 75871 2.78% 0.331%
17 10.492 1423 1429 1432 rBvV2 25724 32717 1.20% 0.143%
18 10.627 1448 1452 1455 rBVY 1022019 838627 30.77% 3.654%
19 10.745 1469 1472 1479 rBvV 82764 85904 3.15% 0.374%
20 11.198 1546 1549 1552 rBV2 40527 38641 1.42% 0.168%

21 11.327 1567 1571 1574 rBV 1139676 975311 35.79% 4.249%
22 12.410 1752 1755 1757 rBV2 66999 59456 2.18% 0.259%
23 12.921 1837 1842 1845 rBV 2180085 1910948 70.12% 8.326%
24 13.815 1990 1994 2001 rVB 212844 221879 8.14% 0.967%
25 13.957 2014 2018 2019 rBV 884259 779944 28.62% 3.398%

26 14.451 2100 2102 2106 rBV3 30128 33779 1.24% 0.147%

27 14.610 2127 2129 2133 rBV2 39570 43869 1.61% 0.191%

28 15.092 2209 2211 2218 rVB2 30593 35416 1.30% 0.154%

29 15.433 2264 2269 2273 rBV 600215 725291 26.61% 3.160%

30 15.898 2346 2348 2353 rVB2 25655 31026 1.14% 0.135%
Sum of corrected areas: 22952363
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\Data\BF040618\

BF104328.D
7 Apr 2018 1:28
JussJ
J2248-01
24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104328.D

Aca On > 7 Apr 2018 1:28

Operator : JU/SJ

Sample : J2248-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.01 11.95 ng 492902 1,4-Dichlorobenzene-d4 6.80
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 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 497 (5.010 min): BF104328.D (-492) (-) m/z 43.00 100.00%
a3
59
5000
101 S UL SRR
| sl e 83 | 460 4.80 5.00 5.20 5.40
R R L B o m/z 59.00 57.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR UL SRR
59 460 4.80 5.00 5.20 5.40
m/z 101.10 21.82%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 16.14%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one R B e
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.57%
5000
55
‘ | | 6371 8 98

T T T e e R Bl ERa s e

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104328.D

Aca On > 7 Apr 2018 1:28

Operator : JU/SJ

Sample : J2248-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.57 Concentration Rank 1

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

6.57 56.38 ng 2326230 1,4-Dichlorobenzene-d4 6.80
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104328.D (-758) (-) m/z 131.95 100.00%
132
5000 68
96 SRR R SRR
40 54 8 06 6.20 6.40 6.60 6.80 7.00
e B m/z 68.05 41 _.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR R SRR
6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.85%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .30%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl e o o R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.20%
5000 98 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN | G | S
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104328.D

Aca On > 7 Apr 2018 1:28

Operator : JU/SJ

Sample : J2248-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 4 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.69 ng 221879 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 1995 (13.821 min): BF104328.D (-1990) (-) m/z 57.10 100.00%

57
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F
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139 169 195
m/z 43.10 80.41%

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

A
-

5000 LA B L L L L L L LB
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29 m/z 55.05 79.91%
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T
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R S mms mmmaa T
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H-

Abundance #186968: n-Tetracosanol-1 I B
83 13.60 13.80 14.00 14.20
m/z 97.10 68.18%
h ‘ ‘ 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. OO 14. 20

8270-BF040618.M Mon Apr 09 06:48:02 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
Data File : BF104328.D

Acq On : 7 Apr 2018 1:28

Operator : JU/SJ

Sample - J2248-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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... 5.01 11.9 ng 492902 1 6.80 825131 20.0
unknown6 .57 6.57 56.4 ng 2326230 1 6.80 825131 20.0
Behenic alcohol 13.82 5.7 ng 221879 5 13.97 779944 20.0
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