LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104348.D

Aca On : 7 Apr 2018 10:17

Operator : JU/SJ

Sample : J2255-03

Misc :

ALS Vial : 42 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 4.998 491 495 502 rvB 165346 167895 3.93% 0.670%
2 5.404 559 564 567 rBY 1381974 1182297 27.66% 4.721%
3 6.416 732 736 739 rBV 874931 710764 16.63% 2.838%
4 6.569 757 762 765 rBVY 2438376 2205146 51.58% 8.805%
5 6.804 798 802 805 rBVY 1042287 871962 20.40% 3.482%
6 6.963 824 829 832 rBVY 3117809 2992292 70.00% 11.949%
7 7.369 892 898 901 rBVY 2374147 2477048 57 .94% 9.891%
8 8.086 1016 1020 1023 rBV 1440867 1153190 26.98% 4 .605%
9 9.169 1198 1204 1207 rBV 4030367 4274844 100.00% 17.070%
10 9.557 1266 1270 1273 rBV 143891 130655 3.06% 0.522%
11 9.769 1303 1306 1310 rVB 77871 65450 1.53% 0.261%
12 9.839 1313 1318 1322 rVB 1389127 1252439 29.30% 5.001%
13 10.275 1384 1392 1394 rBvV2 84245 80711 1.89% 0.322%
14 10.627 1447 1452 1455 rBVY 1787250 1547143 36.19% 6.178%
15 10.745 1469 1472 1480 rVB 65558 62957 1.47% 0.251%

16 11.327 1567 1571 1574 rBV 1159991 983860 23.02% 3.929%
17 12.739 1808 1811 1814 rBV 139796 102858 2.41% 0.411%
18 12.921 1837 1842 1845 rBV 3084708 2964654 69.35% 11.838%
19 13.445 1928 1931 1934 rBV 81411 64600 1.51% 0.258%
20 13.810 1990 1993 2004 rBV 197001 208429 4._.88% 0.832%

21 13.968 2016 2020 2023 rBV 963315 815776 19.08% 3.257%
22 15.427 2263 2268 2272 rBV 610699 728065 17.03% 2.907%

Sum of corrected areas: 25043035
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104348.D

Aca On : 7 Apr 2018 10:17

Operator : JU/SJ

Sample : J2255-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF104348.D
4000000
6.96
3000000
6.57 737
2000000
5.40
6.80
1000000 6.42
5.00
O B B e e L A L s ai
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104348.D
4000000 9|17
12.92
3000000
2000000 10.63
8.09 9.84
11.33
1000000
9.56 g 10.27 10.75 12.74 13.44
o1t e A
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104348.D
4000000
3000000
2000000
1000000{ 1397
15.43
13.81
L e —
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104348.D

Aca On : 7 Apr 2018 10:17

Operator : JU/SJ

Sample : J2255-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.00 3.85 ng 167895 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 72
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 32
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (4.998 min): BF104348.D (-491) (-) m/z 43.00 100.00%
48
59
5000
101 SRS S AR
51 | 83 | 4.60 4.80 500 5.20 5.40
"W”'W””I””ﬂ'”PA'P”W'”W”'W””I””P'”P“'P”W'”W m/z 59.00 57.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L L LU R
460 4.80 5.00 5.20 5.40
59 101 m/z 101.00 21.22%
27 35 | 51 “ 67 83 91
mz> 10 2 30 40 5 60 70 80 90 100 110 130 130 140
Abundance
59
460 4.80 5.00 520 5.40
5000 M m/z 58.00 17.04%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— SN NI LI N NI B
43 460 4.80 5.00 5.20 5.40
m/z 41.00 8.39%
5000
101
15
27 & ‘
'“v“'PHM'“WJ'Wth““v'“wgﬁw”'b“w'“WH'W““l““l RS SRS RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104348.D

Aca On : 7 Apr 2018 10:17

Operator : JU/SJ

Sample : J2255-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2 unknown6.57 Concentration Rank 2

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

6.57 50.58 ng 2205150 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF104348.D (-757) (-) m/z 132.00 100.00%
5000 68
6 rrrrTyrTTTT T T T T T T T
40 ,_ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
S i 0l A 1A M = I [ N m/z 68.10  39.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RS AR SRR
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.16%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 24.97%
41 97
53 2 117
34 60 89 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 15.38%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF040618.M Mon Apr 09 06:51:09 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104348.D

Aca On : 7 Apr 2018 10:17

Operator : JU/SJ

Sample : J2255-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.74 2.52 ng 102858 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
3 Cvclopropane. 1-(1-methvlethvl)-... 210 C15H30 041977-39-3 35
4 Cvclohexanol. 4-amino-. trans- 115 C6H13NO 027489-62-9 30
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30
Abundance Scan 1811 (12.739 min): BF104348.D (-1808) (-) m/z 56.10 100.00%
56
5000
73
129 239 257 AU AR U
3 97 157 185 213 310 12.40 12.60 12.80 13.00
m/z 57.10 59.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 4
73 12.40 12.60 12.80 13.00
m/z 41.10 40.62%
m/z--> ﬁo Jo 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 43.05 40.50%
41
3 129 23027
18 112 | 157 185 213 og3 312
WTHWFTWWTWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69593: Cyclopropane, 1-(1-methylethyl)-2-nony!-
56 12.40 12.60 12.80 13.00
m/z 73.00 33.38%
5000
41
83
111 154 182 210
m/z--> 2'0 4'0 6|0 80 1(')0 150 140 160 180 200 220 240 2('30 2é0 3(')0 ' 12. 40 12.60 12.80 13.00 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104348.D

Aca On : 7 Apr 2018 10:17

Operator : JU/SJ

Sample : J2255-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 5 n-Nonadecanol- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.81 5.11 ng 208429 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1993 (13.810 min): BF104348.D (-1990) (-) m/z 57.05 100.00%
o7
5000 111
l 139 208 13.40 13.60 13.80 14.00 14.20
At m/z 83.10 98.49Y%
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55 83
5000 111 RS R S SRR
Bmmmmmmmmm
29 m/z 55.05 91.71%
L e e meae
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.05 88.75%
125
29 77 153 181 209 236 264 292 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #155046: 1-Heneicosanol
55 13.40 13.60 13.80 14.00 14.20
m/z 97.10 87.92%
5000
29
Iy 1y L h ‘167 196 238 266 294
m/z--> % ' 2m 2% 3& 3% 1mm%mmmmmuo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
Data File : BF104348.D

Acq On > 7 Apr 2018 10:17

Operator : JU/SJ

Sample - J2255-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.00 3.9 ng 167895 1 6.80 871962 20.0
unknown6 .57 6.57 50.6 ng 2205150 1 6.80 871962 20.0
Hexadecanoic acid... 12.74 2.5 ng 102858 5 13.97 815776 20.0
n-Nonadecanol-1 13.81 5.1 ng 208429 5 13.97 815776 20.0
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