LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104625.D

Aca On 19 Apr 2018 12:32 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2413-04 COMP-B2-18-20

ALS Vial : 9 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 5.010 493 497 511 rVB 89279 113637 5.28% 0.552%
2 5.422 563 567 570 rBVY 2303208 2119772 98.54% 10.290%
3 5.745 619 622 629 rBV 24892 24342 1.13% 0.118%
4 6.440 736 740 759 rVB 1932987 2043246 94.98% 9.919%
5 6.575 759 763 766 rBVY 2536345 2151150 100.00% 10.443%
6 6.804 798 802 805 rBV 882768 712316 33.11% 3.458%
7 6.957 824 828 832 rBVY 2115519 1820013 84.61% 8.835%
8 7.369 893 898 901 rBVY 1474828 1335543 62.09% 6.483%
9 7.451 908 912 918 rVB 22126 25062 1.17% 0.122%
10 7.604 935 938 941 rBV 30208 26597 1.24% 0.129%
11 7.987 1000 1003 1007 rBvV2 24146 25038 1.16% 0.122%
12 8.063 1013 1016 1017 rBV 28663 25454 1.18% 0.124%
13 8.087 1017 1020 1023 rVV 1072594 845389 39.30% 4.104%
14 8.134 1026 1028 1032 rVB3 26576 27041 1.26% 0.131%
15 8.375 1066 1069 1072 rBV3 28915 30236 1.41% 0.147%
16 8.669 1116 1119 1123 rBV 66897 59612 2.77% 0.289%
17 8.957 1165 1168 1171 rBV3 20064 29732 1.38% 0.144%
18 8.986 1171 1173 1179 rVB3 17485 28175 1.31% 0.137%
19 9.034 1179 1181 1185 rBV 31308 27436 1.28% 0.133%
20 9.075 1185 1188 1190 rBV 30566 24991 1.16% 0.121%
21 9.098 1190 1192 1197 rVB 56176 44340 2.06% 0.215%

22 9.163 1199 1203 1206 rBV 2464454 2143838 99.66% 10.407%
23 9.233 1212 1215 1218 rBV 108944 101934 4.74% 0.495%
24 9.492 1252 1259 1261 rBV3 19861 26918 1.25% 0.131%
25 9.557 1265 1270 1272 rBV 287993 271320 12.61% 1.317%

26 9.769 1298 1306 1310 rBV 122650 130907 6.09% 0.635%
27 9.839 1315 1318 1327 rVB 976399 826419 38.42% 4.012%

28 10.086 1357 1360 1364 rVB3 25453 27492 1.28% 0.133%
29 10.269 1388 1391 1393 rVB 86003 71461 3.32% 0.347%
30 10.486 1423 1428 1430 rBV 26027 31469 1.46% 0.153%
31 10.633 1449 1453 1464 rVB 1114949 1073662 49.91% 5.212%
32 10.739 1468 1471 1478 rVB 76377 76709 3.57% 0.372%
33 11.186 1544 1547 1550 rBV 37041 32971 1.53% 0.160%

34 11.327 1567 1571 1575 rBV 799058 667881 31.05% 3.242%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104625.D

Aca On 19 Apr 2018 12:32

Operator : JU/SJ

3?22'6 i J2413-04 COMP-B2-18-20
ALS Vial : 9 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
35 11.851 1657 1660 1669 rBV3 63263 70374 3.27% 0.342%
36 12.722 1805 1808 1812 rVB 41752 40013 1.86% 0.194%

37 12.916 1837 1841 1844 rBV 2030867 1748090 81.26% 8.486%
38 13.804 1989 1992 2000 rBV 94824 102061 4.74% 0.495%
39 13.974 2017 2021 2026 rVB 763383 732869 34.07% 3.558%
40 14.404 2091 2094 2098 rBV5 20666 27214 1.27% 0.132%

41 14.816 2161 2164 2168 rVB2 44798 40803 1.90% 0.198%
42 15.433 2264 2269 2279 rVB 641006 816393 37.95% 3.963%

Sum of corrected areas: 20599920
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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:\HPCHEM1I\BNA F\DATA\BF041918\

BF104625.D

19 Apr 2018 12:32

Jus/sJ

J2413-04 COMP-B2-18-20
9 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF104625.D
5.42

57
6.96
6.44

7.37

6.80
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Time-->
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4.00

4.50

5.00

5.50

T AT
2.50

3.00
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2500000

2000000

1500000

1000000

500000

8.09

7.8983 8.37
0

TIC: BF104625.D

16

12.92

10.63
9.84

11.33

0.27 0.74 {
10.09%%710.49 12.72

Time-->

12.00 12.50

13.00

13.50

10.50 11.00 11.50

Abundance
2500000

2000000

1500000

1000000

500000

13.80

TIC: BF104625.D

13.97

15.43

1440 1482

Time-->

14.00
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18.00

17.00 17.50

16.00 16.50

15.00 15.50

14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104625.D

Aca On : 19 Apr 2018 12:32

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 9 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 3

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

5.01 3.19 ng 113637 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 497 (5.010 min): BF104625.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 SR 1
460 4.80 5.00 5.20 5.40
83
Ol il el e e Tm/z 59.100 62.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR S SRR

460 4.80 5.00 5.20 5.40
59 m/z 101.00 24 .66%

101
0 ?\7\\ 37\ L 53‘ ‘ 67 " 83 91 ! ‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
T R B e
57 460 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.83%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4485: Propane, 2-ethoxy-2-methyl- R A REEeE B
59 460 4.80 5.00 520 5.40
m/z 41.00 9.65%
5000
87
0...,.%?.,....,....,....,??..,....,Z%..,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104625.D

Aca On : 19 Apr 2018 12:32

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 9 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 1

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

6.57 60.40 ng 2151150 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF104625.D (-759) (-) m/z 132.00 100.00%
132
5000 68
96 AR R SRR
40 5y 28 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 42 .63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LR N A
620 640 6.60 6.80 7.00
31 51 m/z 134.00 32.12%
0'"|"Lﬂﬁlw'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 26.66%
15 28 39 52 63 77 90 104 .
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine- proplonyl B o R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.76%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SN | U | SN —
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\BF041918\

Data File : BF104625.D

Aca On : 19 Apr 2018 12:32

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 9 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 Tetradecane Concentration Rank 6

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

9.23 2.47 ng 101934 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Tridecane 184 C13H28 000629-50-5 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80

Abundance Scan 1214 (9.228 min): BF104625.D (-1212) (-) m/z 57.05 100.00%
7
43
71
5000
85
99 111 123 8.80 9.00 920 9.40 9.60
0 O m/z 43.00 73.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57
43
71
5000 85 NS RS SRS R AR
8.80 9.00 9.20 9.40 9.60
29 m/z 71.05 58.81%
ol 15 ‘\ A w 113 127 141 155 169 198
miz--> B 4 e 8 100 10 1o 16 i8e 2%
Abundance
a3 Y7
71 8.|80 9.'00 9.'20 9.'40 9.%0
5000 85 m/z 41.00 45 _.23%
29 %
ol 16 112 127 141 155 169 184
m/z--> ﬁo 45 éo 50 160 150 150 1é0 180 260
Abundance #38315: Dodecane I BEEmE B e
57 8.80 9.00 9.20 9.40 9.60
43 m/z 85.00 33.71%
71
5000
85
0..1?,.‘.‘..‘,‘...‘.,..‘..,l..%?..llzz.,l.z.7..1,4.1...,.1.7.0.,....,..
m/z--> 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

8270-BF040618.M Fri Apr 20 11:46:54 2018

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104625.D

Aca On : 19 Apr 2018 12:32

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 5 Pentadecane Concentration Rank 4

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

9.77 3.17 ng 130907 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 80
2 Tetradecane 198 C14H30 000629-59-4 74
3 Tridecane 184 C13H28 000629-50-5 72
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64

Abundance Scan 1306 (9.769 min): BF104625.D (-1298) (-) m/z 57.10 100.00%
57
43 71
5000 85
99 040 9.60 9.80 10.00
113 126
o el R 140 18 A2 m/z 43.05 68.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71396: Pentadecane
57
43
71 g5
5000 SRR SRR R AR
9.40 9.60 980 10.00
29 99 m/z 71.10 68.16%
OHJAHMMJWWWmmmmm
m/z--> 25 Jo éo éo 160 150 110 1éo 180 260 '
Abundance
3 i LB SRR IR
71 9.40 9.60 9.80 10.00
5000 o m/z 85.05 43 .55%
29
99
0 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 Ax&AmJA]kA/kNJ
Abundance #48834: Tridecane L LN L B L N DL B
43 9.40 9.60 9. 80 10.00
m/z 41.05 32.02%
71
5000 85
2 W/\\AA\J
oL | L S 12 127 141 165 160 184
m/z--> ﬁo Jo éo éo 160 150 110 160 180 260 ' 940 9%0 980 1050 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104625.D

Aca On : 19 Apr 2018 12:32

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 9 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 7 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.11 ng 70374 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58
Abundance Scan 1660 (11.851 min): BF104625.D (-1657) (-) m/z 73.00 100.00%
60 73
43
200 129 WL\MW
97 115 213 LR SRR DU BRI B
1431571711851 99 227 256 11.60 11.80 12.00 12.20
(o} m/z 60.00 83.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129
11.60 11.80 12.00 12.20
m/z 43.00 73.06%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 1160 11.80 12.00 12.20
5000 129 m/z 57.00 61.01%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid R EmEEs e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.05 58.85%
5000 129
7 185 228
0 | [ | |
mz> 20 - - 50 80" 100 120 140 160 180 200 220 240 260 " 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104625.D

Aca On : 19 Apr 2018 12:32

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 9 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 8 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.79 ng 102061 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81
4 1-Octadecanol 270 C18H380 000112-92-5 76
5 Octacosanol 410 C28H580 000557-61-9 76
Abundance Scan 1991 (13.798 min): BF104625.D (-1989) (-) m/z 57.05 100.00%
5000 ol JV¢JVMLNWJ¢HMWAwm/kvwwvhw¢ww
ny 101 - 13.40 13.60 13.80 14.00 14.20
ol s m/z 83.10 93.13%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 LRI AN DAL SN B
125 13.40 13.60 13.80 14.00 14.20
m/z 97.05 88.64%
L 2L L1011 509 296 oma 200 a0 350 318
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 69.00 88.22%
29
o 139 168 106 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane N e o
57 13.40 13.60 13.80 14.00 14.20
97 m/z 43.10 82 .84%
5000
29 125
0 1 ‘ Al \l JL i 154 196 224 269 320
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041918\

Data File : BF104625.D

Acg On : 19 Apr 2018 12:32

Operator : JU/SJ

3?22'6 i J2413-04 COMP-B2-18-20
ALS Vial : 9 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... 5.01 3.2 ng 113637 1 6.80 712316 20.0
unknown6 .57 6.57 60.4 ng 2151150 1 6.80 712316 20.0
Tetradecane 9.23 2.5 ng 101934 3 9.84 826419 20.0
Pentadecane 9.77 3.2 ng 130907 3 9.84 826419 20.0
n-Hexadecanoic acid 11.85 2.1 ng 70374 4 11.33 667881 20.0
1-Heptacosanol 13.80 2.8 ng 102061 5 13.97 732869 20.0
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