LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091719\

Data File : BF117104.D

Aca On : 17 Sep 2019 14:11 Instrument :
Operator : HP/JU BNA_F

Sample - K4883-01 ClientSampleld :
Misc - MW5-R2-1

ALS Vial : 12 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-BF091319.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 4.546 413 418 428 rBV 186393 217675 10.73% 1.556%
2 5.446 567 571 583 rBV 616156 673320 33.20% 4.812%
3 6.457 739 743 762 rBV 445598 502520 24.78% 3.592%
4 6.592 762 766 781 rVV 1433626 1395216 68.80% 9.972%
5 6.822 802 805 814 rBV 391337 338463 16.69% 2.419%
6 6.981 828 832 846 rBVY 1521358 1301974 64.20% 9.306%
7 7.387 896 901 917 rBV 929199 1023037 50.45% 7.312%
8 8.104 1019 1023 1042 rBV 325919 418754 20.65% 2.993%
9 9.175 1201 1205 1221 rBV 2191906 2028013 100.00% 14.495%
10 9.851 1316 1320 1333 rBV 462110 511508 25.22% 3.656%

11 9.945 1333 1336 1344 rVB 150207 162908 8.03% 1.164%
12 10.639 1450 1454 1470 rBV 1167395 1234008 60.85% 8.820%
13 11.333 1568 1572 1583 rBV 430807 493735 24.35% 3.529%

14 11.827 1653 1656 1658 rBV2 31488 37076 1.83% 0.265%
15 11.857 1658 1661 1667 rVB 53460 60625 2.99% 0.433%
16 12.569 1778 1782 1788 rVB9 18566 23520 1.16% 0.168%

17 12.863 1829 1832 1836 rBV 159932 151834 7.49% 1.085%
18 12.916 1836 1841 1844 rBV 1936909 1779624 87.75% 12.720%

19 13.139 1874 1879 1882 rBV6 14717 21235 1.05% 0.152%
20 13.810 1990 1993 2004 rVB5 41554 93515 4.61% 0.668%
21 13.968 2016 2020 2029 rVB 338285 373304 18.41% 2.668%
22 14.057 2031 2035 2039 rVvVv 49522 58620 2.89% 0.419%
23 14.121 2043 2046 2050 rVB3 25365 28525 1.41% 0.204%
24 14.427 2095 2098 2101 rBV 42738 38221 1.88% 0.273%
25 14.727 2145 2149 2155 rVB 64845 61803 3.05% 0.442%
26 14.804 2158 2162 2164 rVB2 33877 34718 1.71% 0.248%
27 15.051 2200 2204 2209 rBV 68005 84580 4_.17% 0.605%

28 15.415 2261 2266 2278 rBV2 262803 419107 20.67% 2.995%
29 15.845 2334 2339 2344 rBV2 69883 101732 5.02% 0.727%

30 16.004 2363 2366 2372 rVB2 12599 21708 1.07% 0.155%
31 16.327 2414 2421 2427 rBV2 44671 85649 4.22% 0.612%
32 16.904 2513 2519 2524 rBV3 18882 36426 1.80% 0.260%
33 17.051 2537 2544 2553 rVB3 40900 88936 4_.39% 0.636%
34 17.574 2625 2633 2639 rVB10 9523 21687 1.07% 0.155%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.474 2779 2786 2795 rVB5 25011 67715 3.34% 0.484%

Sum of corrected areas: 13991291
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample . K4883-01

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091319.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: BF117104.D

2000000

6.98
1500000 6.59

1000000 7.39

5.45
500000 6.46 6.82

4.55

] 181!

L L L . SIS

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF117104.D

2000000 12.92

1500000

10.64
1000000

500000 9.85 11.33

12.86

9.95
1%1]@ 1257 ||| 13.14

o A
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF117104.D

2000000
1500000
1000000

500000 13.97
] 15.42

1381148962 14.43 144%0 15,0 1584600 1633 16.97.05 17.57 18.47

T
18.00 18.50

O e i e = e S e e S/

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.59 Concentration Rank 1

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

6.59 82.44 ng 1395220 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (6.592 min): BF117104.D (-762) (-) m/z 132.00 100.00%
13%.0
5000 68.1
%0 540 % o | S0 ok S0 ko 700
B e o e T m/z 68.10 42 .67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RN S IR AL R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.90%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 28.13%
|||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- e o o o e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 18.52%
117.0
5000
91.0
ST A
||‘|||‘|||“N||‘l‘|||“|||ﬁ||‘|‘||l‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown9.95 Concentration Rank 5

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

9.95 6.37 ng 162908 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid 72 C3H402 000079-10-7 43
2 2.3.N.N-Tetramethvl-4-nitro-butyv... 188 C8H16N203 1000187-66-9 43
3 1.2-Ethanediamine. N.N"-diethvl-... 144 C8H20N2 000106-66-1 37
4 1-Dimethvlcarbamidovl-3.3-dimeth... 143 C6H13N30 054897-21-1 33
5 DL-Norvaline 117 C5H11NO2 000760-78-1 32

Abundance Scan 1337 (9.951 min): BF117104.D (-1333) (-) m/z 72.00 100.00%
74.0
5000
45.0 170.2 I I N
“‘ " 951'1 12 912|7-1 9.60 9.80 10.00 10.20
N TSN NMESME. m/z 45.00 26.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #631: 2-Propenoic acid
21.0
72.0
5000 =0 AR AR UL
9.60 9.80 10.00 10.20
j m/z 170.20 24 .09%
L S UL SN SURLILEL UL AL DAL AL UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51964: 2,3,N,N-Tetramethyl-4-nitro-butyramide
74.0
9.60 9.80 10.00 10.20
5000 m/z 44.05 23.05%
410 101.0
142.0
269 ] 560 || a0 | 1260™7%1580  1gg0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21080: 1,2-Ethanediamine, N,N-diethyl-N,N-dimethyl- o EEam s L Ramme
72.0 9.60 9.80 10.00 10.20

m/z 98.10 16.62%

5000

44.0
280 ‘ 113.0 144.0

T T I
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.46 ng 60625 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 1662 (11.863 min): BF117104.D (-1658) (-) m/z 72.95 100.00%
73.0
5000
43.0 129.1
171.0 213.2

99.0
L

‘ | || " I | | | | | 11.60 11.80 12.00 12.20
SRS L L B8 VR [ .,....,....,....,....,....,. m/z 60.00 94_65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 |||||||||||||||A||||||

11.60 11.80 12.00 12.20

83.0 0
1570 1g50 2130 256.0 m/z 129.10 39.66%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 55.05 38.99%
171.0
[ ) L
...,.‘z..‘,“ AL HH I m R A N
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e  RRRaS Bam
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.00 34.47%
5000 129.0
15.0 \‘ If Lﬁ
S AERRRRE:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2-Butenedioic acid (E)-, bi... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.86 8.13ng 151834  Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Butenedioic acid (E)-. bis(2-e... 340 C20H3604 000141-02-6 72
2 Fumaric acid. ethyl 2-ethvlhexvl... 256 C14H2404
3 Carbonic acid. butvl 2-ethvlhexv... 230 C13H2603

1000339-13-5 53
1000357-84-4 43

4 2-Methvlpvrrolidine 85 C5H11N 000765-38-8 38
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 38
Abundance Scan 1832 (12.863 min): BF117104.D (-1829) (-) m/z 70.10 100.00%
70.1
5000
211.1
12.60 12.80 13.00 13.20
129.0151.9 183.2
m/z 57.00 69.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #176886: 2-Butenedioic acid (E)-, bis(2-ethylhexyl) ester
70.0
112.0
5000 i e e e e e A ARER
3.0 12.60 12.80 13.00 13.20
43 211.0 m/z 55.00 44.38%
.L“L m,,,mm 1%0[ 2430  283.0 3110
L ma B o L AR R a s B o B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107166: Fumaric acid, ethyl 2-ethylhexyl ester
70.0
e e
12.60 12.80 13.00 13.20
m/z 71.05 43.16%
5000 127.0
4o i e 211.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #85985: Carbonic acid, butyl 2-ethylhexyl ester
57.0 12.60 12.80 13.00 13.20
m/z 100.00 40.98%
5000
290 83}'0 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 60 12.80 13.00 13. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 1-Hentetracontanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.81 5.01 ng 93515 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 86
2 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 53
3 2.5-Dimethvl-1-pvrroline 97 C6H11N 000822-64-0 47
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 38
5 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 38
Abundance Scan 1993 (13.810 min): BF117104.D (-1990) (-) m/z 57.10 100.00%
511
5000
11.0
| 1 h 2131 13010 13160 1350 1400 1420
I""I""I"'""I'"'I""I""I""I""I""I""I""I' m/z 55.00 82.30%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontanol
57.0
5000 AR DAL DU B B
110 Bmmmwmmmmm

m/z 97.05 77.68%
lj 1167-0 223.0 278.0 343.0 404.0 460.0 516.0 572.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #6799: Cyclohexane, 1,2-dimethyl-, cis-
55.0

13.40 13.60 13.80 14.00 14.20
5000 m/z 83.00 75.77%
112.0

L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #2987: 2,5-Dimethyl-1-pyrroline
42.0 91.0 13.40 13.60 13.80 14.00 14.20
m/z 43.00 68.65%
5000
et R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 40 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Triphenylphosphine oxide Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.06 3.14 ng 58620 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triphenvlphosphine oxide 278 C18H150P 000791-28-6 81
2 Vanadium. cvcloheptatrienvl-(pen... 277 C17H22V 1000155-20-5 49
3 Formaldehvde. (triphenvlphosphor... 304 C19H17N2P 015990-54-2 45
4 2-Propenoic acid. 2-cvano-3-(3-p... 277 C18H15N0O2 1000080-00-3 37
5 Cobalt,(.eta.<5>-2,4-cyclopentad... 277 C1l6H15BCo 036682-12-9 32
Abundance Scan 2036 (14.063 min): BF117104.D (-2031) (-) m/z 277.10 100.00%
277.1
5000
183.0 L I B I R
51.0 77| | 1030 128 |20 | #)7 0 240 1 13.80 14.00 14.20 14.40
et e o e A b hy A070 2L L Tm/z 278.10  30.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126083: Triphenylphosphine oxide

277.0

51.0 470

5000

13.80 14.00 14.20 14.40
m/z 183.00 18.76%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125112: Vanadium, cycloheptatrienyl-(pentamethylcyclopent...
27Y.0 \
R e s R R
13.80 14.00 14.20 14.40
5000 m/z 199.00 17.12%
195.0
51.0 91.0
270 | 116014204670 || 5190 245.0 |
.up.upuq.uquu,uupu.vu.”..””..”.”..”.uu RRESREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148116: Formaldehyde, (triphenylphosphoranylidene)hydrazone T .A,“. . .A, e e
277.0 13.80 14.00 14.20 14.40
m/z 77.00 15.85%
5000
50 10 183.0
’ 152 0
e bbbttt 2040
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .43 2.05 ng 38221 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2098 (14.427 min): BF117104.D (-2095) (-) m/z 57.10 100.00%
57.1
5000
20 a0 L "5 1480 1460 1450
B N e — m/z 71.10 95.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

14.20 14.40 14.60 14.80
m/z 85.00 58.31%

5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0

14.20 14.40 14.60 14.80
5000 m/z 43.10 51.82%

13.0
A0 169.0 2250 2950 367.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane A EaEEE S S
57.0 14.20 14.40 14.60 14.80

m/z 55.00 30.09%

5000

13 0 ,169.0 225.0 281.0 380.0

J
||||||||||||||||||||||||||||||||||| TT T T[T I T T[T T T T[T T T [TTT LI B L L L L L L L

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 10 Triacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.95 ng 61803 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 Octadecane 254 C18H38 000593-45-3 86
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 86
Abundance Scan 2149 (14.727 min): BF117104.D (-2145) (-) m/z 57.05 100.00%
5000
. 2671 14.40 14.60 14.80 15.00
193.0 m/z 71.05  96.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 R AR SRR B UGS
Mmmmmmmm
99.0 m/z 85.05 67.17%
| d | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 43.10 62.79%
99.0
2sio) | 1 J L] 141.0 ;830 225.0 296.0
m/z--> éo 100 150 200 250 360 3%0 460
Abundance #215181: 2-methyloctacosane e M
57.0 14.40 14.60 14.80 15.00
m/z 99.10 25.91%
5000
99.0
) ‘ ” | 141.0 183.0 225.0 267.0 309.0  365.0
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Nonadecane, 9-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.05 4.04 ng 84580 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2204 (15.051 min): BF117104.D (-2200) (-) m/z 57.05 100.00%
51.0
5000
99.0 ~ oo o)
J | 155.1 193.1 14.80 15.00 15.20 15.40
S 1 7 I Tt m/z 71.05 94.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
5%.0
5000 R SUNRIN SN SO B
14.80 15.00 15.20 15.40
99.0 m/z 85.05 68.00%
| d | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #129502: Nonadecane, 9-methyl-
57.0
14.80 15.00 15.20 15.40
5000 m/z 43.05 65.77%
99.0 140.0
3 [yl 1830 2240 267.0
m/z--> éo 160 150 260 250 360 3%0 460
Abundance #94346: Heptadecane LI L B L B L B
57.0 14.80 15.00 15.20 15.40
m/z 55.00 29.29%
5000
99.0
sslo) | {4 | 1410 1830 240.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 350 4(')0 14|80 15. oo 15. 20 15'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 12 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.84 4.85 ng 101732 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2338 (15.839 min): BF117104.D (-2334) (-) m/z 57.10 100.00%
57.1
5000
99.1 HREURN UL SRS BN SR
J ‘l 1410 191 15.60 15.80 16.00 16.20
L I I e e m/z 71.05 82 .53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 L B B IR B
15.60 15.80 16.00 16.20
99.0 m/z 85.10 64 .62%
| d | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 43.05 53.57%
99.0
L ‘. || |, 1410 ;830 225.0 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane B A ma s
57.0 15.60 15.80 16.00 16.20
m/z 99.10 22 .69%
5000
99.0
2sio) | 1 J L] 141.0 ;830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 13 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.33 4.09 ng 85649 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2421 (16.327 min): BF117104.D (-2414) (-) m/z 57.05 100.00%
57.0
- {\A\—‘J\‘w
9.1 UV IR UGS
| ” 1411 207.0 16.00 16.20 16.40 16.60
....,n" o) e e m/z 71.05 85.71%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 R AR UL B SUARRN
16.00 16.20 16.40 16.60
99.0 m/z 85.00 69.49%
15.0] | ] | | 1410 1830 2250 296.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane
57.0
16.00 16.20 16.40 16.60
5000 m/z 43.10 53.46%
99.0
| | }41.0 183.0 225.0 2670 309.0 351.0 437.0
L LN WL U B (LA WU BURL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl- R R B AR e
57.0 16.00 16.20 16.40 16.60
m/z 99.10 23.96%
5000
99.0
‘ . 15?? 197.0 239.0 281.0 T
m/z--> 50 100 150 200 250 300 350 400 ' 16.00 16.20 16.40 16.60

8270-BF091319.M Mon Sep 23 02:20:50 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 14 Thiazole, 4-ethyl-2-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.05 4.24 ng 88936 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiazole. 4-ethvl-2-propvl- 155 C8H13NS 041981-68-4 50
2 Fumaric acid. ethvl l-methoxvdec... 314 C17H3005 1000339-18-8 47
3 (Chlorophenoxvmethvlenimino)sulf... 281 C7H5CIF5NOS 081439-21-6 46
4 3.5-Heptanedione., 2.2.6.6-tetram... 184 C11H2002 001118-71-4 43
5 Urea, 1-(4-chlorophenyl)-3-propyl- 212 C10H13CIN20 013208-64-5 43
Abundance Scan 2544 (17.051 min): BF117104.D (-2537) (-) m/z 127.10 100.00%
127.1
5000 57.0
070 15L1 213,1243.2 360.3 ' 16:80 17.00 17.20 17.40
PR Y Y Y S m/z 57.00 48.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #28105: Thiazole, 4-ethyl-2-propyl-
127.0
5000 LR SRS B SULRUR B
16.80 17.00 17.20 17.40
86.0 m/z 155.10  40.94%
45.0 J l h5;0
m/z--> 50 100 150 200 250 300 350 400
Abundance #156187: Fumaric acid, ethyl 1-methoxydec-4-yl ester
127.0
A
16.80 17.00 17.20 17.40
5000 58.0 m/z 43.00 22._.19%
29.0] | i{ngﬂo J15%°187° 229.0 269.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #128513: (Chlorophenoxymethylenimino)sulfur pentafluoride L e NS s
65.0 127.0 16.80 17.00 17.20 17.40
m/z 71.05 16.14%
5000
188.0 246.0
e 3| e
.‘.‘l.‘.‘..‘l“.“ ...l ——— |||“||||||||||| R e B
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117104.D

Aca On : 17 Sep 2019 14:11

Operator : HP/JU

Sample : K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 15 1-Naphthaleneacetic acid, .... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.47 3.23 ng 67715 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthaleneacetic acid. .alpha... 200 C12H803 026153-26-4 58
2 1.2-Cvclohexanedicarboxvlic acid... 366 C22H3804 1000339-84-9 50
3 4-Cvanocinnoline 155 C9H5N3 016470-90-9 50
4 Benzene. 2.4-difluoro-1l-isocvanato- 155 C7H3F2NO 059025-55-7 50
5 1,3,5-Triazin-2(1H)-one, 4-amino... 155 C5HIN50 007313-54-4 47
Abundance Scan 2785 (18.468 min): BF117104.D (-2779) (-) m/z 155.05 100.00%
156.1
5000 50
98.1 I S B
|| | I| I ] 213.1 27|1-2 39|7-3 18.20 18.40 18.60 18.80
S T A N N — | m/z 126.95  58.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #61226: 1-Naphthaleneacetic acid, .alpha.-oxo-
156.0
5000 AU SUNILE BN SR
18.20 18.40 18.60 18.80
m/z 57.00 51.86%
200.0
77.0
T "4ﬁfﬂ'd"f'1?'0'l' UELERSY UL SRR BN SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #194388: 1,2-Cyclohexanedicarboxylic acid, 3,5-dimethylcyc...
156.0
18.20 18.40 18.60 18.80
5000 m/z 71.00 26.88%
600 1110
ZQOUALJ {‘l L L b 2100 2570
m/z--> 50 100 150 200 250 300 350 400
Abundance #28196: 4-Cyanocinnoline R B e
155.0 18.20 18.40 18.60 18.80
m/z 43.05 25.69%
5000
100.0
50.0
%gq'i"m “I""IM"'I"" U U DU SR U SUNRILE UGN SR
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091719\
Data File : BF117104.D

Acq On : 17 Sep 2019 14:11

Operator : HP/JU

Sample - K4883-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
unknown6 .59 6.59 82.4 ng 1395220 1 6.82 338463 20.0
unknown9 .95 9.95 6.4 ng 162908 3 9.85 511508 20.0
n-Hexadecanoic acid 11.86 2.5 ng 60625 4 11.33 493735 20.0
2-Butenedioic aci... 12.86 8.1 ng 151834 5 13.97 373304 20.0
1-Hentetracontanol 13.81 5.0 ng 93515 5 13.97 373304 20.0
Triphenylphosphin... 14.06 3.1 ng 58620 5 13.97 373304 20.0
Tetratetracontane 14.43 2.0 ng 38221 5 13.97 373304 20.0
Triacontane 14.73 3.0 ng 61803 6 15.42 419107 20.0
Nonadecane, 9-met... 15.05 4.0 ng 84580 6 15.42 419107 20.0
2-methyloctacosane 15.84 4.8 ng 101732 6 15.42 419107 20.0
Eicosane, 10-methyl- 16.33 4.1 ng 85649 6 15.42 419107 20.0
Thiazole, 4-ethyl... 17.05 4.2 ng 88936 6 15.42 419107 20.0
1-Naphthaleneacet... 18.47 3.2 ng 67715 6 15.42 419107 20.0
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