LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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 5.184 480 484 491 rBV 136380 191769 4 .54% 0.634%
2 5.295 495 503 513 rvv 34785 104686 2.48% 0.346%
3 5.595 551 554 573 rBV 406819 1127015 26.69% 3.725%
4 6.607 722 726 743 rBV 242852 939056 22.24% 3.104%
5 6.731 743 747 772 rVB 1840602 3020623 71.53% 9.985%

6.954 782 785 791 rBV 396851 611334 14.48% 2.021%
7.107 807 811 827 rBV2 2542586 3589009 85.00% 11.864%
rvB4 81802 251968 5.97% 0.833%
7.525 878 882 894 rBV 1215245 2144815 50.79% 7.090%
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1 7.978 953 959 963 rBV3 63662 148989 3.53% 0.493%
11 8.013 963 965 973 rVB4 42023 93947 2.22% 0.311%
12 8.136 983 986 993 rVB 46295 65670 1.56% 0.217%

13 8.236 999 1003 1005 rBV 755547 877690 20.79% 2.901%
14 8.254 1005 1006 1014 rVB 672236 785332 18.60% 2.596%
15 8.548 1046 1056 1057 rBvV7 37200 89634 2.12% 0.296%

16 8.583 1059 1062 1071 rVB6 35641 85638 2.03% 0.283%
17 8.901 1112 1116 1121 rBV3 57299 117511 2.78% 0.388%
18 8.948 1121 1124 1133 rVV 141795 241214 5.71% 0.797%
19 9.048 1137 1141 1149 rVB 220166 285945 6.77% 0.945%
20 9.307 1180 1185 1200 rBV 3480809 4222601 100.00% 13.958%

21 9.407 1200 1202 1211 rVB2 124471 169872 4.02% 0.562%

22 9.483 1211 1215 1219 rBv4 39180 79610 1.89% 0.263%
23 9.648 1239 1243 1245 rBV 38392 48589 1.15% 0.161%
24 9.701 1249 1252 1260 rVV 109508 151211 3.58% 0.500%
25 9.766 1260 1263 1274 rVB5 34078 72644 1.72% 0.240%

26 9.995 1298 1302 1305 rBV 811814 923039 21.86% 3.051%
27 10.024 1305 1307 1321 rVB 154050 195410 4.63% 0.646%

28 10.124 1321 1324 1332 rBV 27663 59016 1.40% 0.195%
29 10.207 1336 1338 1348 rVB3 25024 52982 1.25% 0.175%
30 10.501 1384 1388 1392 rBV 31421 67797 1.61% 0.224%
31 10.548 1392 1396 1402 rVB 62650 95377 2.26% 0.315%
32 10.713 1420 1424 1432 rBV2 47493 85133 2.02% 0.281%
33 10.789 1433 1437 1449 rBV 1646003 2199630 52.09% 7.271%
34 11.019 1473 1476 1481 rVB 36833 42266 1.00% 0.140%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.171 1497 1502 1505 rBV5 61953 119313 2.83% 0.394%

36 11.489 1552 1556 1568 rBV 699583 1084523 25.68% 3.585%

37 11.748 1597 1600 1609 rBV2 40226 69031 1.63% 0.228%
38 11.995 1639 1642 1646 rBV2 90090 113602 2.69% 0.376%
39 12.036 1647 1649 1656 rVB5 35882 59784 1.42% 0.198%

40 13.071 1821 1825 1845 rBV 2979201 3845733 91.07% 12.713%

41 13.948 1972 1974 1980 rBV4 55668 70087 1.66% 0.232%
42 14.142 2003 2007 2017 rBV 682756 950599 22.51% 3.142%
43 15.671 2263 2267 2280 rVB 373813 701712 16.62% 2.320%

Sum of corrected areas: 30251406
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
3500000 TIC: BF107927.D

3000000

7.11
2500000

2000000 6.73

1500000
7.52

1000000

500000 5.60 6.95

6.61]
5.l§ 30 7.22

I L LI
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
3500000 TIC: BF107927.D

3000000
2500000

2000000
10.79

1500000

1000000 10.00

825 11.49

0 -7 T T 7 T T ] T T T T T T T T T T T T T T T T T T T T T

[T T I T T T I N
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
3500000 TIC: BF107927.D

500000

78988.1 8358 8.
b YA

3000000
2500000
2000000
1500000
1000000 14.14

15.67
500000 13.95

O r———
Time--> 13.50

T T T I
14.50 15.00 15.50 16.00 16.50 17.00

T T
17.50 18.00

L
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8270-BF073018.M Fri Aug 03 14:00:31 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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.

5.18 6.27 ng 191769 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 483 (5.178 min): BF107927.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
T 450 5h0 520 540 Sk0
o) SREESEEESHRSRBHINEASADY N 1 OSSNSOV | MMRESAD. s U NS m/z 59.00 59.49%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR LS SR AR
4.80 500 520 5.40 5.60
59.0 1010 m/z 58.00 16.46%
0 21.0 350, | 510 || 67.0 83.0 91.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 560
5000 m/z 101.00 16.10%
43.0 101.0
31.0 -
o250l Ll soyl S0 @0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4092: Formamide, N,N-diethyl-  Emma e e  EREaRE
30.0 4.80 500 520 5.40 5.60
101.0
%8.0 m/z 41.00  9.13%
5000 44.0 86.0
72.0
15.0 ‘ |
N I S S L LI LIS I SIS WA R U SN LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Butanoic acid, 3-methyl- Concentration Rank 7

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

5.30 3.42 ng 104686 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 72
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 9
4 1-Pentanamine 87 C5H13N 000110-58-7 9
5 Pentanoic acid 102 C5H1002 000109-52-4 9

Abundance Scan 504 (5.301 min): BF107927.D (-495) (-) m/z 60.00 100.00%
6d.0
5000
41.0
| 6.0 87|-° 500 520 540 560
o e e et e m/z 41.00 31.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60.0
5000 R UL LR L UL
43.0 500 520 540 560
87.0 m/z 45.00 22 .52%
o150 210 I‘ | 510, | 690 | 1010
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8071: Hexanoic acid
60.0
500 520 540 560
5000 73.0 m/z 43.00 16.94%
41.0
27.0 ‘ 87.0
o250 i Allsiolud L eeo
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #280: Hydrazine, l,l—dimethyl— LI L LB N N N B |
60.0 5.00 5.20 5.40 5.60
m/z 87.00 15.94%
42.0
5000
28.0
e S U S S I UL IS SIS SUL AL WL "W"”I'”'I”'J
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.73 Concentration Rank 2

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

6.73 98.82 ng 3020620 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.731 min): BF107927.D (-743) (-) m/z 132.00 100.00%
13p.0
5000 68.0 JL
20 ®o o0 k0 oho 750
0! : I B e B B m/z 68.00 37.51%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
67.0

5000 e e
6.40 6.60 6.80 7.00

m/z 134.00 33.00%

01 : B R B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R e B
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 65.95 25.05%
bt e L DL wse0  amo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00

m/z 69.05 14 _.51%

5000
104.0
66.0
0 27'0 5:‘[”"0 ‘ H\ 89'0 “ ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzaldehyde, 2-hydroxy- Concentration Rank 3

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

7.22 8.24 ng 251968 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 2-hvdroxv- 122 C7H602 000090-02-8 95
2 Indene 116 C9HS8 000095-13-6 83
3 Benzaldehvde. 3-hvdroxv- 122 C7H602 000100-83-4 43
4 Benzene. 1.2-propadienvl- 116 C9HS8 002327-99-3 41
5 1,3-Benzodioxole 122 C7H602 000274-09-9 38

Abundance Scan 830 (7.219 min): BF107927.D (-827) (-) m/z 116.00 100.00%
116.0
5000 65.0
39.0 :
89.0
‘ | 760 104.0 as 6.80 7.00 7.20 7.40 7.60
) R ""-'” 1/ ,-..:': RTS8 m/z 115.00  98.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9892: Benzaldehyde, 2-hydroxy-
122.0
5000
39.0 65.0 6.80 7.00 7.20 7.40 7.60
0.0 760 930 5 m/z 122.00 85.10%
o...,%?;9,.?.?:",’...4;....;u.-..,ql.!.,:l.,....,....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8407: Indene
116.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 121.00 84 .31%
390
0 270 %0 500 °1° a0 #0500 |
”.P.”,”.W.H.P.”,”.W.H.P.”,”.w.”...” e m T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9898: Benzaldehyde, 3-hydroxy-
122.0 6.80 7.00 7.20 7.40 7.60
m/z 65.00 35.05%
93.0
5000
0 270 \“ 230 4l 6.0 | 105.0
R S R o T e O E RRAREREs
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1-butynyl- Concentration Rank 8

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

7.98 3.40 ng 148989 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-butvnvl- 130 C10H10 000622-76-4 50
2 1H-Indene. 1l-methvl- 130 C10H10 000767-59-9 50
3 1.4-Dihvdronaphthalene 130 C10H10 000612-17-9 46
4 Naphthalene. 1.2-dihvdro- 130 C10H10 000447-53-0 45
5 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C10H10 034324-40-8 45

Abundance Scan 959 (7.978 min): BF107927.D (-953) (-) 59.95 100.00%
60.0 115.0
130.1
73.0
41.0
5000
95.0

| ”l” 152.0 7.60 7.80 8.00 820 8.40
o/ AN I 1 1 m/z 115.00 87.15%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13087: Benzene, 1-butynyl-
115.0
130.0

5000 R
7.60 7.80 8.00 8.20 8.40

5106 .0 m/z 130.10 79.91%

39.0 89.0
27.0 | 77.0 102.0
AL O o Y| A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13092: 1H-Indene, 1-methyl-
115.0 130.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 73.00 67.38%
51.0
270 30 630 77,0 g9.0 102.0 |
onpnw.mw””,””“”.Jﬂwmﬂ,””m”.ﬁnw”lw””..”“”w.”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13096: 1,4-Dihydronaphthalene R A am n e o
130.0 7.60 7.80 8.00 8.20 8.40
m/z 129.00 66.26%
5000 115.0

51.0 64.0
15.0 27.0 39.0 77.0 89.0 102[0

LS OSSN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzeneacetic acid Concentration Rank 11

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

8.55 2.04 ng 89634 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 53
2 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 47
3 Benzenemethanamine. N.N-dimethvl- 135 C9H13N 000103-83-3 43
4 Benzeneacetic acid. heptvl ester 234 C15H2202 039736-25-9 38
5 2-(1-Adamantyl)-N-benzylglycine 299 C19H25N02 201992-58-7 25

Abundance Scan 1056 (8.548 min): BF107927.D (-1046) (-) m/z 91.00 100.00%
91.0
5000
39.0 65.0 136.1 T rrrTrrTTTT IIIIIIIIIII
5o 78.0 117.0 8.20 8.40 8.60 8.80
01 T m/z 136.05 22 .58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16280: Benzeneacetic acid
91.0
5000 USSR AR AN R
136.0 8.20 8.40 8.60 8.80
65.0 m/z 92.00 21.60%
0 510 | 780 | 10501180
miz-> 20 40 60 80 100 120 140 160 180
Abundance #46244: Propanedioic acid, phenyl-
91.0 A h
k"|""|""|'"'|""
8.20 8.40 8.60 8.80
5000 m/z 135.00 20.11%
136.0
65.0
0270 | i J‘ 78.0 M\ 105.01180 | 1490 177.0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #15647: Benzenemethanamine, N,N-dimethyl-
91.0 8.20 8.40 8.60 8.80
m/z 64.95 16.69%
5000
58.0
42.0 135.0
ol 20 | a0s0r200 [
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, 1-methyl- Concentration Rank 4

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

9.05 6.52 ng 285945 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Bicvclol4.4_.11lundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 91
4 1H-Indene. 1-ethvlidene- 142 C11H10 002471-83-2 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91

Abundance Scan 1141 (9.048 min): BF107927.D (-1137) (-) m/z 142.10 100.00%

14p.1
5000
115.0

390 575 710 890 1020 126.0 8.80 9.00 9.20 9.40
Ol et et et zeor 2O L Tm/z 141.10  91.95%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 LA I L  LL  LBLLL ILBL
115.0 8.80 9.00 9.20 9.40

m/z 115.00 31.66%

oL 27.0 390 510 630 740 8901020.‘|1260 Ul
B R L L o e ANRAAREEEEEE SRS Ry nn s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl-
142.0
_l_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_

8.80 9.00 9.20 9.40
5000 m/z 139.00 12 .54%
115.0
o 390 580 710 890 10920 126.0 |||
L AR R s T e e e e B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19244: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141.0 8.80 9.00 9.20 9.40
115.0 m/z 143.10 10.88%
5000
39.0 63.0 :
270 A 5:\L\O \‘\ \\7?'0 8\9\\0 1020 Ll 1260 (il
e aa man oo R AR R AE Aa manas e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 9 unknown9.41 Concentration Rank 6

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

9.41 3.68 ng 169872 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 47
2 Benzeneacetonitrile. 3-Fluoro- 135 C8H6FN 000501-00-8 47
3 Hexestrol 270 C18H2202 000084-16-2 43
4 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 38
5 4,6-Bis(4-ethoxybenzylthio)-5-ni... 457 C22H23N304S2 325957-76-4 38

Abundance Scan 1203 (9.413 min): BF107927.D (-1200) (-) m/z 135.05 100.00%
135.1
43.0
109.1
5000
| | 77.0 ‘ 64.0 9.00 9.20 9.40 9.60 9.80
0 |||||||||'"| |||I| lll l|l|| ||II|| I| |||I.I|I| m/z 43_00 67_41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23715: Phenol, m-tert-butyl-
135.0
5000 TTT T[T T T T[T T T[T T
107.0 900 920 9.40 9.60 9.80
m/z 109.10 54 .98%
410 770
0}§9“JL”HJHHH'W““|“'v'“w“"“"“"HWH'WH“l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15477: Benzeneacetonitrile, 3-fluoro-
135.0
. 9o 550 540 ko b0
5000 ' m/z 107.00 40.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119446: Hexestrol TP T gt
135.0 9.00 9.20 9.40 9.60 9.80
107.0 m/z 154.05 34 .60%
5000
77.0
o 55.0 7 |l 165018902120 240.0 270.0
m/z--> 2|O 4|0 6|0 8|0 1(|)0 12|0 14|10 160 180 200 220 240 2('30 ! 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 10 unknownl11.17 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.17 2.20 ng 119313 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 3-(4-hvdroxv-3-metho... 178 C10H1003 000458-36-6 30
2 3.7-Benzofurandiol. 2.3-dihvdro-... 180 C10H1203 017781-15-6 30
3 Benzaldehvde.-2-ethoxv-5-methoxyv 180 C10H1203 039206-04-7 25
4 6-Methoxvcoumaran-7-ol-3-one 180 C9H804 204648-65-7 20
5 2,3,5,6-Tetrafluoroanisole 180 C7H4F40 002324-98-3 18

Abundance Scan 1502 (11.171 min): BF107927.D (-1497) (-) m/z 137.10 100.00%
137.1
5000
39.0 207.0  242.0 1080 11.00 1120 1140
o} m/z 180.10 75.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43612: 2-Propenal, 3-(4-hydroxy-3-methoxyphenyl)-
178.0
170 1070 1350
5000
10.80 11.00 11.20 11.40
m/z 177.95 74 .44%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45270: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl-
137.0
10.80 11.00 11.20 11.40
5000 m/z 124.10 65.79%
180.0
410 650 910 1190 ‘1&0‘
0 ...l....lH..‘lH. n‘ i H‘ ‘\‘ .H.“.‘QN...“‘A“l..‘..lu.... MMM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45172: Benzaldehyde,-2-ethoxy-5-methoxy
137.0 10.80 11.00 11.20 11.40
m/z 135.00 61.71%
180.0
5000
53.0 81 o 109.0
\\ \ | 61,0
O M u\ Hh ,.”...;..‘.,....,............,....,.. L
m/z--> 20 40 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107927.D

Aca On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample : J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 11 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.09 ng 113602 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Undecanoic acid 186 C11H2202 000112-37-8 52
Abundance Scan 1641 (11.989 min): BF107927.D (-1639) (-) m/z 73.00 100.00%
43.0 | 73.0
5000 oo 1021
101.0 ' 165.1 213.2 LRI SRR SR SURRA B
11.60 11.80 12.00 12.20 12.40
(o} m/z 59.90 97 .10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0

11.60 11.80 12.00 12.20 12.40
60 | M/z 43.00 91.19%

157.0 1g50 213.0

‘J‘“83.0

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

73.0
R e
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 41.00 88.48%
15.0 '

0!

0!
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid A ERE T
73.0 11.60 11.80 12.00 12.20 12.40
43.0 m/z 57.00 84.90%
5000 129.0
185.0 228.0
‘910
0.”,...“.”J”‘,hh“%.ﬂqwm.ﬂ}ﬁ79ﬂ...” e AR RARA R RRA R
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20 12. 40

8270-BF073018.M Fri Aug 03 14:00:38 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080218\
Data File : BF107927.D

Acq On : 2 Aug 2018 23:23

Operator : JU/SJ

Sample - J4262-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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... 5.18 6.3 ng 191769 1 6.95 611334 20.0
Butanoic acid, 3-... 5.30 3.4 ng 104686 1 6.95 611334 20.0
unknown6.73 6.73 98.8 ng 3020620 1 6.95 611334 20.0
Benzaldehyde, 2-h... 7.22 8.2 ng 251968 1 6.95 611334 20.0
Benzene, 1-butynyl- 7.98 3.4 ng 148989 2 8.24 877690 20.0
Benzeneacetic acid 8.55 2.0 ng 89634 2 8.24 877690 20.0
Naphthalene, 1-me... 9.05 6.5 ng 285945 2 8.24 877690 20.0
unknown9 .41 9.41 3.7 ng 169872 3 9.99 923039 20.0
unknownl11.17 11.17 2.2 ng 119313 4 11.49 1084520 20.0
n-Hexadecanoic acid 11.99 2.1 ng 113602 4 11.49 1084520 20.0
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