Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:

Smoothing
Sampling

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEMI\BNA F\DATA\BF030317\

BF093377.

D

3 Mar 2017 23:46

SJ/MA
12100-01

16 Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2

Peak separation: 5

Filte

Min Area: 3 % of largest Peak
Max Peaks:
Peak Location:

ring: 5

100
TOP

Instrument :
BNA_F

ClientSampleld :
FRAC-TANK-252657

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017.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 5.207 270 273 276 rBV 6297623 9641003 6.96% 2.397%
2 5.356 280 286 299 rVV2 8186507 28782949 20.79% 7.157%
3 5.607 305 308 311 rVV 7647469 15300988 11.05% 3.805%
4 6.441 379 381 385 rBV2 1355335 2169795 1.57% 0.540%
5 6.556 388 391 393 rVV 3853579 3937739 2.84% 0.979%
6 6.944 422 425 427 rBV 3496996 4138619 2.99% 1.029%
7 7.367 457 462 465 rBV3 2766961 6890724 4 .98% 1.713%
8 7.687 476 490 493 rBY 1759086 10581893 7.64% 2.631%
9 8.899 593 596 598 rBY 4126494 4410757 3.19% 1.097%
10 9.162 616 619 620 rBVY 3134405 5025324 3.63% 1.250%
11 9.539 622 652 654 rVvVV2 7906695 138465190 100.00% 34.431%
12 9.573 654 655 657 rVB 2070406 1552234 1.12% 0.386%
13 9.836 672 678 680 rBY 1255850 2231804 1.61% 0.555%
14 10.648 745 749 752 rBV2 1952356 3362126 2.43% 0.836%
15 10.728 752 756 768 rBV2 5964936 13456429 9.72% 3.346%
16 11.322 805 808 809 rBVY 1569060 1619631 1.17% 0.403%
17 12.888 943 945 948 rBVY 1992987 2773788 2.00% 0.690%
18 13.356 980 986 991 rVB2 2258454 8786645 6.35% 2.185%
19 14.008 1039 1043 1047 rVB2 3601870 10784763 7.79% 2.682%
20 14.602 1090 1095 1100 rVB 1925669 5218976 3.77% 1.298%
21 15.162 1138 1144 1147 rBV 5571864 17963732 12.97% 4_467%
22 15.940 1201 1212 1231 rVB3 6190910 40405674 29.18% 10.047%
23 16.923 1284 1298 1311 rVB5 5861552 43571419 31.47% 10.834%
24 18.168 1397 1407 1421 rVB 4418096 21082797 15.23% 5.242%

Sum of corrected areas: 402154999
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

Sample : 12100-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

FRAC-TANK-252657

Abundance TIC: BF093377.D

5.36
8000000 5.61

5.21
6000000

4000000

2000000
0 w LA A

N
e AL S Sy E s S s S EO s S S S N S S S S B S B S B R R S
I T I T I T

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: BF093377.D
9.54
8000000

10.73
6000000

4000000 916

2000000

13.36

12.89

o

I
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: BF093377.D

8000000

15.16 15.94
16.92

6000000 14.01

4000000 14.60

2000000

L

18.17

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

o

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.56 Concentration Rank 12

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

6.56 19.03 ng 3937740 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 391 (6.556 min): BF093377.D (-388) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 ENAEBEARERE SR SRR
401 540 | 6.20 6.40 6.60 6.80
..,....,....,...:,".'..:,n..,::.'.|,..':.,?‘.‘3;9,...'.,.197.-9....,....,~'...,... m/z 68.10 42.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T e b e T
M0 530 0 e m/z 134.10  32.65%
‘ ‘ 79.0 :
III”III””III”‘II‘”II\”\IIII\I‘H‘III\I\I‘I\”III”‘IIII”III”‘III”II‘ ‘”III“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 m/z 66.05 27.09%
33.0 44.0 105.0
56.0 700 86.0
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.25%
5000
104.0
140 270 300 510 %0710 500 | 150 ||
m/z--> 15 25 §0 Jo 55 65 fo 85 95 160 110 150 1§0 150 620 eho 6%0 eéo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.69 20.00 ng 10581900 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 80
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
3 1.4-Dioxane 88 C4H802 000123-91-1 43
4 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
5 Methyl (R)-(-)-3-hydroxy-2-methy... 118 C5H1003 072657-23-9 38

Abundance Scan 490 (7.687 min): BF093377.D (-476) (-) m/z 73.10 100.00%
731
88.1
5000 41.1 571
| ue1 102 740 7.60 7.80 8.00
el b b L1481 1892 1 o8 10 76.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0 88.0
5000 LI UL UL L I
41.0 740 7.60 7.80 8.00
‘ 57.0 116.0 m/z 41.10 40.61%
2.‘3@..\,\.\...,..‘.‘.,. a0
m/z--> 80 100 120 140 160 180
Abundance
73.0 88.0
7.40 7.60 7.80 8.00
5000 m/z 57.10 38.76%
41.0
57.0
'"|'"w'"'|""|""|""w"'|";§%q"'|'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1981: 1,4-Dioxane
24.0 7.40 7.60 7.80 8.00
m/z 55.10 27 .69%
5000
58.0 88.0
43.0 ‘
lll||“‘l||‘=‘ll|‘|||7|3.|O||‘|||||||||||||||||||||||||||| —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonanoic acid Concentration Rank 16

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

8.90 8.34 ng 4410760 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Hexanoic acid 116 C6H1202 000142-62-1 58
3 Octanoic Acid 144 C8H1602 000124-07-2 53
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 46

Abundance Scan 596 (8.899 min): BF093377.D (-593) (-) m/z 60.00 100.00%
60.0
73.0
5000 411
115.1 e o e A
129'1142 1 1882 8.|60 8.|80 9.60 9.'20 !
ol 298 m/z 73.05 75.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28742: Nonanoic acid
60.0
73.0
5000 S RS RN R AR
41.0 8.60 8.80 9.00 9.20
29.0 98.0 115.0 129.0 m/z 57.10 64 _.72%
aso L e Lo 1980
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60.0
860 880 9.00 920
5000 73.0 m/z 41.10 47 .17%
270 0 87.0
15.0 99.0 116.0
mmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19985: Octanoic Acid R mE e e A RRaaa
60.0 8.60 8.80 9.00 9.20
m/z 55.10 40.58%
73.0
5000 a7 230
‘ 85.0 101.0
1150 1590 1440
m/z--> 1'0 2'0 3'0 4'0 5'0 60 7'0 80 9'0 1(')0 ﬁo 120 1:'30 14'10 1&1;0 1('30 ! 8. I60 8. 80 9. oo 9. I20 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Alpha-l-rhamnopyranose Concentration Rank 1

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

9.54 1240.84 ng 138465000 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Alpha-l1-rhamnopvranose 164 C6H1205 035810-56-1 50
2 Hexanoic acid 116 C6H1202 000142-62-1 43
3 Heptanoic acid 130 C7H1402 000111-14-8 43
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 43
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38

Abundance Scan 652 (9.539 min): BF093377.D (-622) (-) m/z 73.10 100.00%
73.1
41.1 ﬁﬁ////”ﬂT
129.1
5000 5.1
J 920 940 9.60 980
o 1552 1742 1911 m/z 60.05 97.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32122: Alpha-I-rhamnopyranose
60.0
5000 43.0 AR AR AN RN
9.20 9.40 9.60 9.80
m/z 41.10 68.02%
H ‘ 84.0 110.0
12, Q\ ‘M \\‘ \ HH ‘ | H‘. ol .‘i‘: A ,1.2;8'.0. ,1‘.17.9.1,6‘.1.0. NN
m/z--> 20 60 80 100 120 140 160 180
Abundance
60.0
920 940 9.60 980
5000 m/z 55.10 55.11%
41.0 870
26.0 116.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12978: Heptanoic acid e e
60.0 9.20 9.40 9.60 9.80
m/z 129.10 52.06%
5000
43.0
‘ Ll “\ , 113.0 130.0 L_
m/z--> 20 ' 60 80 100 120 140 160 180 ' 920 9.40 9.60 9.80
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8270-BF013017.M Tue Mar

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

Sample : 12100-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 2-Decenoic acid Concentration Rank 14

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

9.57 13.91 ng 1552230 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decenoic acid 170 C10H1802 003913-85-7 72
2 6-Methvl-2-heptvl methvIlphosphon... 210 C9H20F02P 159395-76-3 43
3 Butvl aldoxime. 2-methvl-. anti- 101 C5H11NO 049805-55-2 35
4 1-Decanol 158 C10H220 000112-30-1 35
5 cis-1-Methyl-2-propylcyclohexane 140 C10H20 1000113-64-3 35

Abundance Scan 655 (9.573 min): BF093377.D (-654) (-) m/z 43.10 100.00%
43.1
73.1
SRR L R I
123.1 9.20 9.40 9.60 9.80
o bt b 1921 17711941 0 gz 41.10 0 69.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35775: 2-Decenoic acid
43.0
73.0 U\\—\_/\,J\,W
5000 AR AR AR AR
920 9.40 9.60 9.80
2710 99.0 m/z 73.10 54 _76%
123.0
a— .‘a i .‘i‘k‘. .H.M .‘H‘.‘.‘,‘H H\HM i \ b |152|0 ?‘.71.'.0 e
m/z--> 20 40 100 120 140 160 180 200
Abundance
41.0
920 9.40 9.60 980
5000 69.0 m/z 55.10 54.61%
i fL‘
R I SURELELS SURL L SURLELIL UL UL L L L SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4042: Butyl aldoxime, 2-methyl-, anti- T e
41.0 9.20 9.40 9.60 9.80
0
3.0 m/z 56.10 48.67%
B NL
m/z--> 20 40 60 80 100 120 140 160 180 200 920 9.40 9.60 9.80

07 06:18:13 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9 unknownl10.73 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.73 166.17 ng 13456400 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Caprvlic acid isobutvl ester 200 C12H2402 005461-06-3 42
2 1-Ethvipropvl octanoate 214 C13H2602 005457-67-0 40
3 Phosphonofluoridic acid. propvl-... 252 C12H26F02P 333416-21-0 38
4 Octanoic acid. 2-pentvl ester 214 C13H2602 055193-30-1 38
5 Nonanoic acid, 2-oxo-, methyl ester 186 C10H1803 056275-54-8 38
Abundance Scan 756 (10.728 min): BF093377.D (-752) (-) m/z 57.10 100.00%
57.1 127.2
5000
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
187.2 10.40 10.60 10.80 11.00
ol 2 : 152 2061 2312 2891 75127 20 86.01%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance ) #56092: n-Caprylic acid isobutyl ester
57.0 127.0
5000 RAARAUBAUNARAL AR
10.40 10.60 10.80 11.00
290 m/z 43.10 41.38%
101.0
,....,.”,...?%9..,..”,...ﬁﬁFP.EZQP S —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
570 127.0
1040 10.60 10.80 11.00
5000 m/z 74.10 34 .84%
84.0
103.0 146.0 1850
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89324: Phosphonofluoridic acid, propyl-, nonyl ester
127.0 10.40 10.60 10.80 11.00
m/z 55.10 32.45%
5000
41.0
98.0
ol MO | ame mme ame | )
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 10 Hexanoic acid, 2-ethyl-, an... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.36 16.29 ng 8786650 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 50
2 Xvlitol., 1-0-octanovl- 278 C13H2606 1000155-88-7 39
3 Piperazine. 1-methvl-4-T2-(p-tol... 282 C14H22N202S 016191-68-7 36
4 Octanoic acid. 2-pentadecvl ester 354 C23H4602 1000280-63-0 34
5 Octanoic acid, l-methyltridecyl ... 340 C22H4402 055193-79-8 34
Abundance Scan 986 (13.356 min): BF093377.D (-980) (-) m/z 127.20 100.00%
12f.2
57.1
5000
84.1 201.2 13.00 13.20 13.40 13.60
b retb bbbk 581 L 2422 2832 133 T8 16 70756
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100577: Hexanoic acid, 2-ethyl-, anhydride
127.0
57.0
5000 USRS SR R
99.0 1300 13.20 13.40 13.60
m/z 43.10 16.78%
m>mmmmmmmmmmmmmmmm
Abundance
127.0
570 RNV SRS SO
13.00 13.20 13.40 13.60
5000 m/z 55.10 14.07%
29.0
187.0 217.0 FM\/\J\/’\W
%8.0 153.0 247.0 279.0
vﬁmﬁm@wmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107193: Piperazine, 1-methyl-4-[2-(p-tolylsulfonyl)ethyl]- R AT o
127.0 13.00 13.20 13.40 13.60
m/z 201.15 13.12%
5000
430 790
‘ “ 1980 15501830 21202380 2620
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 11 unknownl14.01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.01 20.00 ng 10784800 Chrysene-d12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalen-1-vI-2-(1-phenvIl-1H... 346 C19H14N40S 1000295-34-4 47
2 Benzene. 2.4-difluoro-1-isocvanato- 155 C7H3F2NO 059025-55-7 47
3 Naphthalene-1-carbohvdrazide. N2... 294 C17H14N20S 1000263-63-0 47
4 4-Cvanocinnoline 155 C9H5N3 016470-90-9 47
5 Naphthalene-1-carboxamide, N-(1,... 238 C13H10N40 1000259-81-8 38
Abundance Scan 1043 (14.008 min): BF093377.D (-1039) (-) m/z 127.15 100.00%
12Y.2 155.2
57.1
5000 /\
98.1 , e
229.2 13.60 13.80 14.00 14.20 14.40
0 ....,\...|!,.='I.-.;!|-..-.| et by e e b oo 3 344 /7 155.20  84.47%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139562: 1-Naphthalen-1-yl-2-(1-phenyl-1H-tetrazol-5-ylsul...
155.0
5000 1270 TT o[ rrrrrrr LB B
1360 13.80 14.00 14.20 14.40
m/z 57.10 80.82%
77.0
510 wt | 2000 _240.0 27603040 346.0
m/z--> 20 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
127.0155.0
1360 13.80 14.00 14.20 14.40
5000 100.0 m/z 43.10 38.34%
o \ﬁ\“\P\Jw/\u\Jw\«,wf
mmvfmmﬁwﬁwﬁwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114193: Naphthalene-1-carbohydrazide, N2-(2-methyl-3-thie... I RREEEEEES T
127.0155.0 13.60 13.80 14.00 14.20 14.40
m/z 55.10 27 .40%
5000
77.0
51.0
OV PO R N N~ S~ S N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1360 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12 2-Naphthuric acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.60 9.68 ng 5218980 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthuric acid 229 C13H11NO3 069826-63-7 78
2 Decanoic anhvdride 326 C20H3803 002082-76-0 62
3 Xvlitol. 1-0-decanovl- 306 C15H3006 1000155-78-0 50
4 2.4.6-TRIBROMOPHENYL DECANOATE 482 C16H21Br302 1000233-09-1 50
5 Methanol, (phenylsulfonyl)-, 4-m... 326 C14H1405S2 031081-06-8 38
Abundance Scan 1095 (14.602 min): BF093377.D (-1090) (-) m/z 155.20 100.00%
155.2
5000 /\J\A
43.1
T il 1470 0 s 140 0
185.2 . : : : : -
ol ALl | 1852 | | 2702 ssssses ssea | 4310 32080
m/z--> 50 100 150 200 250 300 350 400
Abundance #75606: 2-Naphthuric acid
155.0
5000 oo 1430 14,40 14180 1456 15,60
185.0 ' m/z 57.10 27 .23%
""I""I"M'It"kl"" Y SN SR BN
m/z--> 50 100 150 200 250 300 350 400
Abundance
155.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 71.10 25.67%
43.0
98.0
199.0 242.0 282.0 326.0 \pfv\»vAw/\/\u»\f\/\m,n\
m/z--> 50 100 150 200 250 300 350 400
Abundance #120527: Xylitol, 1-O-decanoy!- A RREEE RS E ST
155.0 14.20 14.40 14.60 14.80 15.00
43.0 m/z 229.20 22 .90%
5000 73.0
e i ] e
U0 T T O N - I B
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 14 Glycerol tricaprylate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.94 44.99 ng 40405700 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 53
2 Formamide. N-(2-chlorophenvl)- 155 C7H6CINO 002596-93-2 42
3 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 38
4 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 35
5 3,7-Dimethyloctyl isopropylphosp... 266 C13H28F02P 1000298-27-5 32
Abundance Scan 1212 (15.940 min): BF093377.D (-1201) (-) m/z 127.20 100.00%
12.2
57.1
5000
201.2 355.3 LN NN BN BN
158.1 2552 3113 15.60 15.80 16.00 16.20
ok ”, SIS Y SRR o N <2 m/z 57.10 69.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166329: Glycerol tricaprylate
127.0
57.0
5000 L BRI S UL B B
15.60 15.80 16.00 16.20
»oL0 3270 m/z 155.20 41.21%
L1 sso | 1580 7 220 a30 | | 397.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
127.0
15.60 15.80 16.00 16.20
5000 920 m/z 43.10 28.78%
39.0
158.0
m/z--> 50 100 150 200 250 300 350 400 ,\,y_ﬁ\_g_///\\‘~¥*_A/\__\
Abundance #84748: Octanethioic acid, S-hexyl ester e ma
57.0 127.0 15.60 15.80 16.00 16.20
m/z 41.10 17.92%
5000
159.0
m/z--> 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093377.D

Aca On : 3 Mar 2017 23:46

Operator : SJ/MA

ﬁ?ggle i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 15 unknownl6.92 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.92 48.51 ng 43571400 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T5-(3-Bromo-phenv)-TI1.3.47oxa... 424 C20H13BrN202S 1000275-09-0 47
2 4-Cvanocinnoline 155 C9H5N3 016470-90-9 47
3 Benzene. 2.4-difluoro-1-isocvanato- 155 C7H3F2NO 059025-55-7 47
4 1-Naphthanilide 247 C17H13NO 006833-19-8 38
5 Pyridine, 4-phenyl- 155 C11H9N 000939-23-1 35
Abundance Scan 1298 (16.923 min): BF093377.D (-1284) (-) m/z 155.20 100.00%
155.2
57.1
5000
081 299.2 355.3
| J (I | || 283.2 - 16.60 16.80 17.00 17.20
0 Y B M S m/z 127.15 68.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160791: 2-[5-(3-Bromo-phenyl)-[1,3,4]oxadiazol-2-ylsulfan...
155.0
5000 AU UL AR
16.60 16.80 17.00 17.20
m/z 57.10 62 .86%
39.0 77.0 5. L | , 223.02580 309.0 382.0 426.0
m/z--> 50 160 1%0 200 2éo 360 350 400 450
Abundance
155.0
16.60 16.80 17.00 17.20
5000 m/z 43.10 38.53%
100.0
50.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #26677: Benzene, 2,4-difluoro-1-isocyanato- e B o
155.0 16.60 16.80 17.00 17.20
m/z 355.30 25.13%
5000 100.0
50.0
"}““h'lh"'l""I""I""I""I""I""I' U S B
m/z--> 50 100 150 200 250 300 350 400 450 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\

Data File : BF093377.D

Acq On : 3 Mar 2017 23:46

Operator : SJ/MA

3?22'6 i 12100-01 FRAC-TANK-252657
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .56 6.56 19.0 ng 3937740 1 6.78 4138620 20.0
Hexanoic acid, 2-... 7.69 20.0 ng 10581900 2 8.08 10581900 20.0
Nonanoic acid 8.90 8.3 ng 4410760 2 8.08 10581900 20.0
Alpha-1-rhamnopyr. .. 9.54 1240.8 ng 138465000 3 9.87 2231800 20.0
2-Decenoic acid 9.57 13.9 ng 1552230 3 9.87 2231800 20.0
unknown10.73 10.73 166.2 ng 13456400 4 11.32 1619630 20.0
Hexanoic acid, 2-... 13.36 16.3 ng 8786650 5 13.95 10784800 20.0
unknownl14 .01 14.01 20.0 ng 10784800 5 13.95 10784800 20.0
2-Naphthuric acid 14.60 9.7 ng 5218980 5 13.95 10784800 20.0
Glycerol tricapry... 15.94 45.0 ng 40405700 6 15.37 17963700 20.0
unknownl16.92 16.92 48.5 ng 43571400 6 15.37 17963700 20.0
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