LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120717\
Data File : BF101218.D

Aca On : 7 Dec 2017 21:07

Operator : SJ/JU

Sample : 16717-04

Misc :

ALS Vial : 22 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-BF113017.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 5.081 505 509 521 rBB 55595 83796 5.69% 0.711%
2 5.469 570 575 578 rBVY 1393205 1355790 92.13% 11.509%
3 6.487 742 748 759 rVB 1188387 1447655 98.37% 12.289%
4 6.616 765 770 773 rBVY 1540493 1431201 97.25% 12.149%
5 6.839 805 808 813 rBV 308191 251312 17.08% 2.133%
6 6.998 831 835 838 rBVY 1267352 1115291 75.79% 9.468%
7 7.410 900 905 908 rBV 814204 801932 54.49% 6.808%
8 8.122 1023 1026 1030 rBV 341172 301493 20.49% 2.559%
9 9.204 1204 1210 1213 rBvV 1597618 1471633 100.00% 12.493%
10 9.592 1271 1276 1279 rBV 196865 149594 10.17% 1.270%
11 9.798 1306 1311 1316 rVB 21088 19908 1.35% 0.169%
12 9.880 1321 1325 1329 rVvVv2 348936 291220 19.79% 2.472%
13 10.304 1394 1397 1399 rVB 27503 22843 1.55% 0.194%
14 10.675 1456 1460 1464 rBV 817305 724735 49.25% 6.152%
15 10.774 1474 1477 1482 rBvV 29455 31352 2.13% 0.266%
16 11.222 1550 1553 1556 rBvV 26301 19982 1.36% 0.170%
17 11.374 1575 1579 1582 rBvV 316097 265106 18.01% 2.250%
18 12.768 1812 1816 1819 rBvV2 14823 18590 1.26% 0.158%

19 12.963 1844 1849 1852 rBV 1284190 1154013 78.42% 9.796%
20 13.433 1924 1929 1933 rBV 124085 169484 11.52% 1.439%

21 13.486 1936 1938 1940 rVvVv 65831 51964 3.53% 0.441%
22 13.504 1940 1941 1946 rVB4 15539 19183 1.30% 0.163%
23 13.633 1960 1963 1970 rVB5 9361 19002 1.29% 0.161%
24 13.839 1995 1998 2002 rBV2 36588 36269 2.46% 0.308%
25 14.021 2025 2029 2032 rBV 289204 237232 16.12% 2.014%
26 14.115 2042 2045 2048 rBV2 22108 25956 1.76% 0.220%
27 14.762 2152 2155 2159 rVB 65194 69353 4.71% 0.589%

28 15.498 2275 2280 2288 rBV 158026 194227 13.20% 1.649%

Sum of corrected areas: 11780116
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101218.D

Aca On : 7 Dec 2017 21:07

Operator : SJ/JU

Sample = 16717-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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: BF101218.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101218.D

Aca On : 7 Dec 2017 21:07

Operator : SJ/JU

Sample = 16717-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 5

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

5.08 6.67 ng 83796 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetone 58 C3H60 000067-64-1 9
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 509 (5.081 min): BF101218.D (-505) (-) m/z 43.00 100.00%
43
59
5000
101 U UL SRR A IR
| 83 | 4.80 5.00 5.20 5.40
b e e et e e e || M/ 59.10  57.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 20.79%
15 31 101
0 25, 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 15.90%
15
58
) 27
e R RS I RS UL UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e R
59 480 5.00 5.20 5.40
m/z 41.00 10.99%
5000 41
31
| [
0 "'I""I'}é'l"Jll"'hlt"lé?uki""i""l""l"?ﬁ""l' R UL A R IR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101218.D

Aca On : 7 Dec 2017 21:07

Operator : SJ/JU

Sample = 16717-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.62 Concentration Rank 1

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

6.62 113.90 ng 1431200 1,4-Dichlorobenzene-d4 6.84
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF101218.D (-765) (-) m/z 132.00 100.00%
5000
68
96 N a0 R RO A RO 70
40 ,_ 54 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,....,...7.,....??.I.'....,..f??,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00  32.44%
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 R R UL LR
6.20 6.40 6.60 6.80 7.00
3 78 m/z 68.10 31.87%
138
H |
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 7.00
5000 67 m/z 66.10 19.60%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole T BEaa e )

132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.04%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101218.D

Aca On : 7 Dec 2017 21:07

Operator : SJ/JU

Sample = 16717-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.37 ng 31352 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Nonadecane 268 C19H40 000629-92-5 78
3 Heptadecane 240 C17H36 000629-78-7 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1476 (10.769 min): BF101218.D (-1474) (-) m/z 57.00 100.00%
g7
5000 85
‘ I 113 10.40 10.60 10.80 11.00
- e m/z 43.10 84.84%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 10.40 10.60 10.80 11.00
m/z 71.10 73.55%
0 ?P || | ;118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
a5 10.40 10.60 10.80 11.00
5000 m/z 85.10 48.32%
29
o 113 141 169 197 268
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane s
57 10.40 10.60 10.80 11.00
m/z 41.05 42 .13%
5000 85
29
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101218.D

Aca On : 7 Dec 2017 21:07

Operator : SJ/JU

Sample = 16717-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.43 14.29 ng 169484 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 97
2 Dodecanamide 199 C12H25N0 001120-16-7 53
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 53
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Hexadecanamide 255 C16H33NO 000629-54-9 53
Abundance Scan 1928 (13.427 min): BF101218.D (-1924) (-) m/z 59.00 100.00%
50
5000 A\k
41
—
83 97 112126140154 13.20 13.40 13.60 13.80
ol 179 207 238 m/z 72.00 62.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
509
5000 41 LB UL UL UL B
13.20 13.40 13.60 13.80
81 m/z 55.00 46 .85%
) 2 8112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
" 13.20 13.40 13.60 13.80
5000 m/z 41.05 35.26%
0g 43
oL15 86 100114128142156170184 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- R mEEEE RS S
50 13.20 13.40 13.60 13.80
m/z 43.10 30.54%
5000
114
0 S|y 7 100 ‘ 128142156171
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101218.D

Aca On : 7 Dec 2017 21:07

Operator : SJ/JU

Sample = 16717-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Hexanedioic acid, bis(2-eth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.49 4.38 ng 51964 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 83
2 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 64
3 Adipic acid. cvclopentvimethvl i1... 312 C18H3204 1000324-77-6 50
4 Cvclohexanecarboxvlic acid. tetr... 324 C21H4002 1000279-54-2 47
5 Adipic acid, isobutyl 2-octyl ester 314 C18H3404 1000324-44-5 47
Abundance Scan 1939 (13.492 min): BF101218.D (-1936) (-) m/z 129.00 100.00%
129
5000
57
‘ || 83 101 1‘|‘7165 13.20 13.40 13.60 13.80
oL . m/z 57.10 28.39%%
m/z--> 50 100 150 200 250 300 350
Abundance #196974: Hexanedioic acid, bis(2-ethylhexyl) ester
129
5000 SRR BRI SN B
13.20 13.40 13.60 13.80
57 147 m/z 71.10 27 .39%
L2y d 1% W 212 *H250 313 371
m/z--> 50 100 150 200 250 300 350
Abundance
129
| 13.20 13.40 13.60 13.80
5000 m/z 70.05 14 .42%
= 111 185
L2 83 147 203 241 299
m/z--> 50 100 150 200 250 300 350
Abundance #154619: Adipic acid, cyclopentylmethyl isohexyl ester
129 13.20 13.40 13.60 13.80
m/z 147.00 13.22%
5000
55 84 111
o2y L b e A
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101218.D

Aca On : 7 Dec 2017 21:07

Operator : SJ/JU

Sample = 16717-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Decane, 5-cyclohexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.06 ng 36269 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5-cvclohexvl- 224 C16H32 013151-76-3 72
2 17-Pentatriacontene 491 C35H70 006971-40-0 72
3 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 38
4 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 30
5 2,4-Pentadien-1-ol, 3-propyl-, (... 126 C8H140 1000142-17-9 30
Abundance Scan 1998 (13.839 min): BF101218.D (-1995) (-) m/z 55.05 100.00%
55 83
5000 111
| | |1T3 207 " 1360 13.80 14.00 14.20
o m/z 57.10 95.63%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #81254: Decane, 5-cyclohexyl-
55 83
5000 LN BN SRR IR I
13.60 13.80 14.00 14.20
29 111140 m/z 83.05 88.51%
167
0,..‘.‘.‘,“.‘.‘. NS A .2.2f‘. S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
" 1360 13.80 14.00 14.20
5000 83 m/z 43.10 85.12%
111
o 139 167 196 224 267292321 462 490
mz> 0 50 100 150 200 250 300 350 400 450 '
Abundance #6786: Cyclopentane, 1,1,3-trimethyl- b RRREE EE s
55 13.60 13.80 14.00 14.20
m/z 69.10 58.19%
83
5000
27
| 112
Ol ey 0 P e e e e R e o e o
mz> 0 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120717\
Data File : BF101218.D

Acq On > 7 Dec 2017 21:07

Operator : SJ/JU

Sample - 16717-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.08 6.7 ng 83796 1 6.84 251312 20.0
unknown6 .62 6.62 113.9 ng 1431200 1 6.84 251312 20.0
Heptacosane 10.77 2.4 ng 31352 4 11.37 265106 20.0
9-Octadecenamide, ... 13.43 14.3 ng 169484 5 14.02 237232 20.0
Hexanedioic acid,... 13.49 4.4 ng 51964 5 14.02 237232 20.0
Decane, 5-cyclohe... 13.84 3.1 ng 36269 5 14.02 237232 20.0
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