LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082433.D

Aca On : 22 Oct 2015 6:03

Operator : UM/I1Z

Sample : G4116-17

Misc :

ALS Vial : 32 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-BF101015.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 4.937 242 245 258 rBV 815538 1359036 51.44% 6.308%
2 5.372 280 283 285 rBVY 2179177 2223896 84.17% 10.323%
3 5.772 316 318 322 rVB 21980 27659 1.05% 0.128%
4 6.423 372 375 377 rBVY 1837761 2285439 86.50% 10.609%
5 6.537 383 385 388 rBVY 2206541 2147740 81.29% 9.969%

6.766 403 405 408 rBvV 557847 545209 20.64% 2.531%
6.926 416 419 421 rBV 2172915 1886863 71.42% 8.758%
7.337 453 455 458 rBvV 931960 1369550 51.84% 6.357%
8.057 516 518 520 rBV 861126 718167 27.18% 3.334%
9.143 610 613 615 rBVY 2507258 2642110 100.00% 12.264%

=
QO ~NO®

11 9.532 645 647 650 rBvV 297136 348615 13.19% 1.618%
12 9.818 669 672 674 rBvV 786216 767435 29.05% 3.562%

13 10.241 708 709 711 rVB 46570 42060 1.59% 0.195%
14 10.606 738 741 744 rBV 1237396 1173466 44.41% 5.447%
15 10.721 749 751 756 rVB 52093 63334 2.40% 0.294%
16 11.166 788 790 791 rBV 47843 39738 1.50% 0.184%
17 11.304 800 802 804 rBvV 650182 643118 24.34% 2.985%
18 11.761 839 842 844 rBV 49392 57118 2.16% 0.265%
19 11.829 846 848 854 rvv2 57215 71995 2.72% 0.334%

20 12.892 939 941 944 rBV 1714798 1630929 61.73% 7.570%

21 13.829 1020 1023 1032 rBV 75701 142738 5.40% 0.663%
22 13.990 1034 1037 1042 rVV 640974 657270 24.88% 3.051%

23 14.504 1079 1082 1084 rBV2 27311 53110 2.01% 0.247%

24 15.510 1167 1170 1173 rBV 459997 620153 23.47% 2.879%

25 16.024 1213 1215 1219 rBv4 9476 26684 1.01% 0.124%
Sum of corrected areas: 21543432
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082433.D

Aca On : 22 Oct 2015 6:03

Operator : UM/I1Z

Sample : G4116-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082433.D

Aca On : 22 Oct 2015 6:03

Operator : UM/I1Z

Sample : G4116-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 49.85 ng 1359040 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 245 (4.937 min): BF082433.D (-242) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 llllllllllllllllll|l
460 4.80 5.00 5.20
i Bl 890 831 | Tm/z 59.10  63.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
000 590 Wk 4k sho s
m/z 101.10 20.27%
\?1‘.0 L L 83.0 10:‘I"0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 16.14%

20.0 101.0
15.0 73.0 83.0
LA e e o e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

460 4.80 5.00 5.20
m/z 41.10 9.18%

5000
41.0
29.0 101.0
L1 ‘ \‘ L 50.0 1y 73.0 86.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082433.D

Aca On : 22 Oct 2015 6:03

Operator : UM/I1Z

Sample : G4116-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 2 unknown6.54 Concentration Rank 1

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

6.54 78.79 ng 2147740 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 385 (6.537 min): BF082433.D (-383) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 rrrrrrTyrTrTTTTT T T T T
40.1 541 J 6.20 6.40 6.60 6.80
0 S8 S T .21 | m/z 68.10 42.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SR SRR SR SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.71%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.10 29.05%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propiony! R S mamns )
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.64%
74.0
5000 9go 1160
T I‘I\I - ""“l : Iw‘l : |H“| : "“l : I‘MI —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082433.D

Aca On : 22 Oct 2015 6:03

Operator : UM/I1Z

Sample : G4116-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 4 Undecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.24 ng 71995 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 80
2 Dodecanoic acid 200 C12H2402 000143-07-7 78
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 22
5 Undecane 156 C11H24 001120-21-4 14
Abundance Scan 848 (11.829 min): BF082433.D (-846) (-) m/z 73.10 100.00%
431 741
5000
Lrﬂl 129.1 A LA
97.1 IR SR S BN B
171.2 213.2 11.60 11.80 12.00 12.20
2.1 m/z 43.10 92.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60.0
5000 43.0 LA L L L B B
nmnmnmnm
270 85.0 129.0 m/z 60.10 90.80%
i I | 1570 1880
.”,.h.ﬂﬂhulwmﬂhpM.uw}%%ﬂlh......,.”.,..”,...w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0
43.0 "' 11160 11.80 12.00 12:20
5000 m/z 57.10 80.68%
183.0
m/z--> 25 45 65 éo 160 150 150 1éo 180 260 '
Abundance #37192: n-Decanoic acid A Eaaa s e
60.0 11.60 11.80 12.00 12.20
410 m/z 55.10 73.23%
5000 129.0
81.0 112.0 172.0
NN 5 v T -1
m/z--> 20 40 60 80 100 120 140 160 180 200 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082433.D

Aca On : 22 Oct 2015 6:03

Operator : UM/I1Z

Sample : G4116-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.34 ng 142738 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91
Abundance Scan 1023 (13.829 min): BF082433.D (-1020) (-) m/z 57.10 100.00%
51.1
1 /_/\/WJJ\./\\
5000
111.1
1392 " 13.60 13.80 14.00 14.20
208.0 m/z 55.10 79.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43,
83.0
5000 IR SN SR BRI S
111.0 13.60 13.80 14.00 14.20
m/z 43.10 76.89%
1390 182.0 210.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
R N EEEE S s E R
13.60 13.80 14.00 14.20
5000 £9.0 m/z 83.10 73.77%
97.0

1250 154.0 181.0  224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene e e Ao e a2
13.60 13.80 14.00 14.20

m/z 69.10 62 .34%

-

5000

125.0

3

153.0 181.0 308.0
e RARREEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102115\
Data File : BF082433.D

Acq On : 22 Oct 2015 6:03

Operator : UM/1Z

Sample : G4116-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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]
2-Pentanone, 4-hy... 4.94 49.9 ng 1359040 1 6.77 545209 20.0
unknown6 .54 6.54 78.8 ng 2147740 1 6.77 545209 20.0
Undecanoic acid 11.83 2.2 ng 71995 4 11.30 643118 20.0
Trichloroacetic a... 13.83 4.3 ng 142738 5 13.99 657270 20.0
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