LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102319.D

Aca On - 23 Jan 2018 00:18 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i J1238-20 sa@&gsagaoup
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-BF012218.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 4.928 478 483 491 rVB 167458 242377 6.83% 0.870%
2 5.340 547 553 556 rBY 3216576 3321075 93.54% 11.918%
3 6.369 722 728 744 rBVY 2857411 3550558 100.00% 12.742%
4 6.492 744 749 752 rBV 3561147 3423050 96.41% 12.284%
5 6.716 784 787 795 rBV 943280 811434 22.85% 2.912%
6 6.875 810 814 817 rBVY 2803657 2427593 68.37% 8.712%
7 7.286 879 884 887 rBVY 2181807 2087669 58.80% 7.492%
8 7.998 1001 1005 1015 rBV 1145541 1085791 30.58% 3.896%
9 9.080 1184 1189 1192 rBV 3004938 2793132 78.67% 10.023%
10 9.157 1198 1202 1204 rBV 52087 42382 1.19% 0.152%

11 9.475 1251 1256 1258 rBV 410106 359144 10.12% 1.289%
12 9.686 1288 1292 1295 rVB 161059 138030 3.89% 0.495%
13 9.757 1300 1304 1308 rVB 1195937 1062019 29.91% 3.811%
14 10.004 1343 1346 1350 rBV3 38639 36002 1.01% 0.129%
15 10.180 1373 1376 1380 rVB 175858 150427 4.24% 0.540%

16 10.404 1408 1414 1416 rBV 49200 61512 1.73% 0.221%
17 10.545 1434 1438 1445 rVB 1833522 1680658 47.34% 6.031%
18 10.657 1454 1457 1461 rBV 153246 146816 4.14% 0.527%
19 11.104 1530 1533 1536 rBvV 62109 53880 1.52% 0.193%
20 11.239 1552 1556 1559 rBV 993985 830684 23.40% 2.981%

21 12.827 1821 1826 1829 rBV 1851217 1791655 50.46% 6.430%
22 13.715 1974 1977 1988 rVB 254879 252473 7.11% 0.906%
23 13.880 2001 2005 2008 rBV 748369 726978 20.48% 2.609%
24 14.351 2081 2085 2091 rBV3 143279 199980 5.63% 0.718%
25 15.304 2243 2247 2255 rVB 491717 590611 16.63% 2.119%

Sum of corrected areas: 27865930
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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\BF012218\

BF102319.D

23 Jan 2018 00:18

SJ/JU

J1238-20 SB-06-9.5-10.0-DUP
24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102319.D
49
5.34

6.37 6.87

7.29

6.72

4.93

0
Time-->

5.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

8.00

1000000

500000

TIC: BF102319.D

9.08

10.55 12.83

9.76
11.24

0.66 11.10]

A
T 1 T =ty ] T T

10.18
10.00 ) 10.40

Or—p—
Time-->

10.00

9.50 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

5000004 72

0

TIC: BF102319.D

13.88

15.30

14.35

Time-->

14.00

17.00 17.50 18.00 18.50 19.00

14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102319.D

Aca On - 23 Jan 2018 00:18

Operator : SJ/JU

ﬁ?ggle i J1238-20 SB-06-9.5-10.0-DUP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 4

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

4.93 5.97 ng 242377 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 483 (4.928 min): BF102319.D (-478) (-) m/z 43.00 100.00%
43
59
5000
ot 460 480 5.00 520
0..,....,....,....','::..,.5?-!.-....,....,E.;?..,...:,|....,. m/z 59.00 62.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS SSEDESAE RRE RR
4.60 4.80 5.00 5.20
59 m/z 101.00 19.39%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 5.00 520
5000 41 m/z 58.00 15.32%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LA L L N LB |
59 4.60 4.80 5.00 5.20
m/z 41.05 8.98%
5000 31 43 73
0 25L\ 37\“H 53 ||, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102319.D

Aca On - 23 Jan 2018 00:18

Operator : SJ/JU

ﬁ?ggle i J1238-20 SB-06-9.5-10.0-DUP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 unknown6.49 Concentration Rank 1

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

6.49 84 .37 ng 3423050 1,4-Dichlorobenzene-d4 6.72
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF102319.D (-744) (-) m/z 132.00 100.00%
5000 68
\
| 6 620 640 6.60 6.80
54 75 104 . . .
o..,....,....,...:,".'..7:,:!.??...'....,..?‘.7,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.10 39.61%
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 R
5000 ISR AR R
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.92%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.10 25.35%
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 A
Abundance #14491: 5-Aminoindole R ma e

132 6.20 6.40 6.60 6.80
m/z 69.10 15.88%

5000

104
66
14 27 37445158 P 7T g9 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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102319.D

Aca On - 23 Jan 2018 00:18

Operator : SJ/JU

ﬁ?ggle i J1238-20 SB-06-9.5-10.0-DUP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 Tetradecane Concentration Rank 8

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

9.69 2.60 ng 138030 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 1293 (9.692 min): BF102319.D (-1288) (-) m/z 57.00 100.00%
57
43

71

5000
9112 197 151 9.40 9.60 9.80 10.00
o] m/z 43.05 70.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59879: Tetradecane
57
43
71
5000 85

9.40 9.60 9.80 10.00
29 m/z 71.05 61.72%
“ | %9 118127141155160 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 %7
71 9.40 9.60 9.80 10.00
5000 m/z 85.10 36.91%
85
29
ol 15 99 113 127 141 155 184
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57 9.40 9.60 9.80 10.00
43 m/z 41.00 33.03%
71
5000 85
29 99
ol Ll MR127141 155 160182 106 210 240
L L B L o e o AR EEEE SRR as o ¥ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102319.D

Aca On - 23 Jan 2018 00:18

Operator : SJ/JU

ﬁ?ggle i J1238-20 SB-06-9.5-10.0-DUP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 5 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.83 ng 150427 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
Abundance Scan 1376 (10.180 min): BF102319.D (-1373) (-) m/z 57.05 100.00%
57
43
5000
113 9.80 10.00 10.20 10.40
o 127 141155 m/z 43.05 72.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 o7
71
5000 R BARRE R
85 9. 80 10.00 10.20 10.40
29 m/z 71.05 50.19%
ohis | | Puswrinas e
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57
43 [rrrrfrrrrrrrr o
71 9.80 10.00 10.20 10.40
5000 85 m/z 85.10 38.25%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #83025: Hexadecane
43 97 9.80 10.00 10.20 10.40
m/z 41.05 29.00%
5000 [
85
29
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 50 160 150 150 160 180 200 250 980 1000 1020 1040 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102319.D

Aca On - 23 Jan 2018 00:18

Operator : SJ/JU

ﬁ?ggle i J1238-20 SB-06-9.5-10.0-DUP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 6 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.66 3.53 ng 146816 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1458 (10.663 min): BF102319.D (-1454) (-) m/z 57.05 100.00%
g7
5000
10.40 10.60 10.80 11.00
141 183
Olrrdy J“,,,, e || M7z 71.05 64 76%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94344: Heptadecane
57
5000 LN LN BN SUNRULE IR
10.40 10.60 10.80 11.00
m/z 43.05 62 .54%
o .??.J.Wmﬂ:ﬁu:,u%§?..??O.... R B R A
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
10.40 10,60 10.80 11.00
5000 m/z 85.05 39.24%

26 || 99 141 155212

e U L
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane T T T TR
57 10.40 10.60 10.80 11.00
m/z 41.00 29.81%
5000
97
0 1 141 183 225 267 323 379 421 463 505 547 604
I B LA B L e e AR R L Bmas o S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10. 40 10 60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102319.D

Aca On - 23 Jan 2018 00:18

Operator : SJ/JU

ﬁ?ggle i J1238-20 SB-06-9.5-10.0-DUP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 7 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 6.95 ng 252473 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Octacosanol 410 C28H580 000557-61-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1978 (13.721 min): BF102319.D (-1974) (-) m/z 57.00 100.00%
47 8
5000 Nﬁﬂdqulv/w¢ﬁ,Axﬂﬂmvum~ﬁuwm~\
IR PN N SRR
139 13.40 13.60 13.80 14.00
168 203 230
N — 202 3634 m/z 55.05 99.04%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 RN A B
13.40 13.60 13.80 14.00
29 125 m/z 83.05 91.01%
0 ||‘|‘|‘|1| T 1“:“‘:‘“15‘4:.| |]|-9‘|6|2|2‘4|.| |26‘|9| : |32|0| g
m/z--> 50 100 150 200 250 300 350
Abundance
57
o1 RN AR SRR
13.40 13.60 13.80 14.00
5000 m/z 43.05 89.16%
125
0 29 77 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #155046: 1-Heneicosanol e AREEEEEaSEE
55 83 13.40 13.60 13.80 14.00
m/z 97.10 83.88%
5000 111 deMw\rwfwwdﬂWMMWﬂMMAMMAM
29
m/z--> 50 100 150 200 250 300 350 ' 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102319.D

Aca On : 23 Jan 2018 00:18

Operator : SJ/JU

Sample : J1238-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 8 1-Heptacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.35 5.50 ng 199980 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 91
3 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 90
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 87

Abundance Scan 2085 (14.351 min): BF102319.D (-2081) (-) m/z 57.10 100.00%
47 83
5000 111 WJJANAUWAﬂMnﬂNﬁ\MMAF”“J\vw~Mu
139158 182 218 255 315 353 397 14.00 14.20 14.40 14.60
o 28 375 m/z 55.00  99.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 97
5000 L S UL B S B
125 mmmmmmmm
m/z 43.05 93.94Y%
Rl : I 4 ‘L 193 181 200 236 204 292 320 350 378
m/z--> §0 100 150 260 2éo 360 3%0 460
Abundance
57 83
14.00 14.20 14.40 14.60
5000 111 m/z 83.05 89.63%
29
0 o — = " =Y A WWANJ\‘J%\N‘
miz-> 50 100 150 200 250 300 350 400
Abundance #174181: Cyclodocosane, ethyl- T
7 g3 14.00 14.20 14.40 14.60
m/z 97.10 75.61%
5000
2 111
307
0 e {139 167 195 223 251 278 | 336
m/z--> 50 100 1%0 260 250 360 3%0 460 1400 1420 1440 1460 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\

Data File : BF102319.D

Acg On : 23 Jan 2018 00:18

Operator : SJ/JU

3?22'6 i J1238-20 SB-06-9.5-10.0-DUP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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... 4.93 6.0 ng 242377 1 6.72 811434 20.0
unknown6 .49 6.49 84.4 ng 3423050 1 6.72 811434 20.0
Tetradecane 9.69 2.6 ng 138030 3 9.76 1062020 20.0
Tridecane 10.18 2.8 ng 150427 3 9.76 1062020 20.0
Heptadecane 10.66 3.5 ng 146816 4 11.24 830684 20.0
Trifluoroacetoxy ... 13.72 7.0 ng 252473 5 13.88 726978 20.0
1-Heptacosanol 14.35 5.5 ng 199980 5 13.88 726978 20.0
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