LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103976.D

Aca On : 27 Mar 2018 18:10

Operator : JU/SJ

Sample : J1749-05

Misc :

ALS Vial : 8 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-BF031518.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 2.310 32 38 43 rVB 75693 99324 3.71% 0.387%
2 5.216 527 532 545 rBV 76055 125171 4.68% 0.487%
3 5.610 594 599 621 rBY 1730787 2560026 95.62% 9.964%
4 6.604 764 768 788 rBVY 1978812 2624486 98.03% 10.214%
5 6.745 788 792 811 rVB 2535325 2677226 100.00% 10.420%
6 6.969 827 830 845 rVB 815083 856186 31.98% 3.332%
7 7.128 853 857 879 rBY 2116196 2042783 76.30% 7 .950%
8 7.533 922 926 935 rBVY 1472564 1574264 58.80% 6.127%
9 8.251 1044 1048 1068 rVvB 1099073 1155028 43.14% 4 .495%
10 9.327 1226 1231 1234 rBV 2949633 2638604 98.56% 10.269%
11 9.392 1239 1242 1245 rVB 37067 33955 1.27% 0.132%
12 9.716 1292 1297 1305 rBV 271590 253615 9.47% 0.987%
13 9.922 1328 1332 1336 rBVY 96988 75876 2.83% 0.295%
14 10.010 1343 1347 1352 rBV 1241455 1183774 44.22% 4_.607%
15 10.422 1414 1417 1420 rVB 108766 82367 3.08% 0.321%
16 10.639 1447 1454 1457 rBvV3 30310 48737 1.82% 0.190%
17 10.804 1478 1482 1495 rBVY 1593115 1564446 58.44% 6.089%
18 10.892 1495 1497 1502 rVvVv 75876 83883 3.13% 0.326%
19 11.345 1571 1574 1576 rBvV 46158 39912 1.49% 0.155%
20 11.504 1598 1601 1604 rBV 1168271 1030126 38.48% 4 _.009%
21 11.527 1604 1605 1609 rVB 126656 88088 3.29% 0.343%
22 11.874 1661 1664 1669 rVB 40669 36274 1.35% 0.141%
23 12.010 1684 1687 1696 rBVv3 248999 304840 11.39% 1.186%
24 12.121 1703 1706 1709 rBV2 29021 33319 1.24% 0.130%
25 12.563 1778 1781 1783 rBV3 67755 73754 2.75% 0.287%
26 12.586 1783 1785 1788 rVB3 49941 44662 1.67% 0.174%
27 12.721 1805 1808 1812 rBV 215731 193249 7.22% 0.752%
28 12.798 1819 1821 1828 rBV5 42629 71188 2.66% 0.277%

29 12.951 1842 1847 1854 rBV 172403 261136 9.75% 1.016%
30 13.092 1866 1871 1874 rBV 1914898 1848214 69.03% 7.193%

31 13.280 1900 1903 1905 rBVZ2 48991 54362 2.03% 0.212%
32 13.968 2017 2020 2024 rBV2 281050 290060 10.83% 1.129%
33 14.157 2048 2052 2055 rBV 854319 885573 33.08% 3.447%
34 15.704 2311 2315 2330 rVB 484773 759269 28.36% 2.955%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103976.D

Aca On : 27 Mar 2018 18:10

Operator : JU/SJ

Sample : J1749-05

Misc :

ALS Vial : 8 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25693777
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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\BF032718\

BF103976.D

27 Mar 2018 18:10

JussJ

J1749-05

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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\BF032718\
Data File : BF103976.D

Aca On : 27 Mar 2018 18:10

Operator : JU/SJ

Sample : J1749-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.31 2.32 ng 99324 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 38 (2.310 min): BF103976.D (-32) (-) m/z 73.00 100.00%
7B
5000 43 /\\
%5 8 L L L
220 240 260
Ot et e e e e e || M/z 43.05 35.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L LA
43 220 240 260
55 87 m/z 87.10 27.15%
Lo ®a | alm
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 L LA L
220 240 260
5000 41 55 m/z 55.05 22.63%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
7B 220 240 260
m/z 41.00 10.88%
5000 59
87
43
29 || 53 67 | k 102
s R R RS A R RS AR RS LRSS RS RS LR L A A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103976.D

Aca On : 27 Mar 2018 18:10

Operator : JU/SJ

Sample : J1749-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

522 292ng 125171 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
+-)-4-Amino-4.5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
-Hexen-2-one 98 C6H100 000109-49-9 9
orpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

abrwNPE
S0ANDN

Abundance Scan 533 (5.222 min): BF103976.D (-527) (-) m/z 43.00 100.00%

43
59
5000
101

480 500 520 540 560

U Y ST 83 0
o1ttt e e e m/z 59.00 64.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 520 540 5.60
m/z 101.10 23.57%
15 31 101
| 25,77 37 53 83 |
MMM MM MMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R R e
480 5.00 520 5.40 5.60
5000 m/z 58.00 16.88%
101
15 58
28 37 51 69 84
] NSRRI ERREUY VRS A 0 VR S N VRN, MM MMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 480 5.00 520 5.40 5.60
m/z 41.10 9.17%
5000 101
28 59
70 84
0 ...,..1‘5..,..l‘.‘l....‘i‘ ‘..,.S?Mli....l.‘..7.8,.‘l..,.?5..,a...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103976.D

Aca On : 27 Mar 2018 18:10

Operator : JU/SJ

Sample : J1749-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 3 unknown6.75 Concentration Rank 1

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

6.75 62.54 ng 2677230 1,4-Dichlorobenzene-d4 6.97
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 793 (6.751 min): BF103976.D (-788) (-) m/z 132.00 100.00%
132
5000 A\
68
% 6.40 6.60 6.80 7.00
40 54 75 104
o..,....,....,....,..‘.‘7.,....??.l.'....,..?‘.7,..!.,.':..,.1.1:‘3.,....,-'...,.. m/z 68.05  34.90%
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
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.47%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 65.95  21.40%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 96.00 13.83%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 ‘\
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103976.D

Aca On : 27 Mar 2018 18:10

Operator : JU/SJ

Sample : J1749-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.01 5.92 ng 304840 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1687 (12.010 min): BF103976.D (-1684) (-) m/z 73.00 100.00%
43 60
5000 129
97 192 213 R L L e e i
U5 ,3157171 027 256 11.60 11.80 12.00 12.20 12.40
0 m/z 60.00 80.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073 KM_“

5000 129 L R B
11. 60 11. 80 12. 00 12. 20 12. 40

m/z 43.05 T77.72%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R B e
11.60 11.80 12.00 12.20 12.40
5000 m/z 57.10 64 .86%
29
129
87 115 171 214
o 101 143157 | 1854
R AR B e R Ra o R AR = a e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e B R REmaa
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.05 56.86%
5000 129
29
199
143 157171185 242
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103976.D

Aca On : 27 Mar 2018 18:10

Operator : JU/SJ

Sample : J1749-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 6 9-Tricosene, (2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.97 6.55 ng 290060 Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 96
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Pentafluoropropnionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 2020 (13.968 min): BF103976.D (-2017) (-) m/z 57.10 100.00%
57
5000 WANAAMW~—J~MJ\“”er~”A“~””
| 229 13.60 13.80 14.00 14.20
3 139 302 . . . .
I W08 1912.“. | 256216 “F 327 395 | 77 83.10 92.18%
m/z--> 50 150 250 300 350
Abundance #163019: 9- T||cosene, (2-
55
5000 SRR LA UL SR
13.60 13.80 14.00 14.20
29 320 m/z 43.05 86.42%
J L H M 4 (P 267 195 222 262 200
m/z--> 50 150 200 250 300 350
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 83.21%
29
o 139 167 195 238 266 294 yANMﬂVWNNWMNJhhv“mwNﬂwAMWww
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 A BT o e
55 83 13.60 13.80 14.00 14.20
m/z 69.05 83.09%
o i NJ\N
29
ol Ad Ll | AT e 106 238 266 A
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
Data File : BF103976.D

Acq On : 27 Mar 2018 18:10

Operator : JU/SJ

Sample - J1749-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
Butane, 2-methoxy... 2.31 2.3 ng 99324 1 6.97 856186 20.0
2-Pentanone, 4-hy... 5.22 2.9 ng 125171 1 6.97 856186 20.0
unknown6.75 6.75 62.5 ng 2677230 1 6.97 856186 20.0
n-Hexadecanoic acid 12.01 5.9 ng 304840 4 11.50 1030130 20.0
9-Tricosene, (2)- 13.97 6.5 ng 290060 5 14.16 885573 20.0
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