LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091972.D

Aca On : 27 Dec 2016 17:19

Operator : UM/SJ

Sample : H6241-02

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 - 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-BF122116.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 2.155 4 6 10 rVB 53747 80926 1.09% 0.148%
2 2.270 14 16 32 rvB 703636 1087556 14.65% 1.988%
3 4.499 208 211 216 rBV2 66205 87840 1.18% 0.161%
4 4.876 242 244 251 rVB 685664 1072201 14.44% 1.960%
5 5.344 283 285 288 rBY 2608194 3678671 49.54% 6.724%

6.396 375 377 384 rBV 2007771 2532575 34.11% 4.629%
6.510 384 387 389 rBV 6348366 6546639 88.17% 11.966%
1746225 1553032 20.92% 2.839%
6.887 417 420 422 rBV 5601697 5817665 78.35% 10.634%
7.299 453 456 458 rBV 4419263 4848612 65.30% 8.862%
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11 8.019 516 519 521 rBV 2032312 2105299 28.35% 3.848%
12 9.093 610 613 616 rBV 4946233 7425218 100.00% 13.572%
13 9.493 646 648 650 rBvV 316356 254614 3.43% 0.465%
14 9.768 670 672 675 rVB 2254709 1942747 26.16% 3.551%
15 10.213 707 711 712 rBV 51268 85818 1.16% 0.157%

16 10.408 726 728 733 rBV 415751 386190 5.20% 0.706%
17 10.568 739 742 744 rBV 3621638 4386986 59.08% 8.019%
18 10.682 750 752 757 rVB 97057 120937 1.63% 0.221%
19 11.254 799 802 804 rBV 1849727 1878339 25.30% 3.433%
20 11.482 820 822 824 rBV 133435 112166 1.51% 0.205%

21 12.842 938 941 944 rBV 5361539 5977498 80.50% 10.926%
22 13.882 1030 1032 1035 rBV 1352619 1529172 20.59% 2.795%
23 15.288 1152 1155 1157 rBV 923020 1198604 16.14% 2.191%

Sum of corrected areas: 54709305
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF122716\

BF091972.D

27 Dec 2016 17:19

UmM/sJ

H6241-02

12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091972.D

Aca On : 27 Dec 2016 17:19

Operator : UM/SJ

Sample : H6241-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.88 13.81 ng 1072200 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 244 (4.876 min): BF091972.D (-242) (-) m/z 43.00 100.00%
43.0
59.1
5000
tol1 460 4.80 5.00 5.20
Ol 80 2971 Th77 5910 56.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AR R R LR
59.0 460 480 500 5.20
0
150 1010 m/z 101.10 18.16%
0"ﬂ|'““|“"“"'ﬁqq'“L"'|“"|”"|'“'|"“|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520
5000 410 m/z 58.00 14.78%
126.0142.0
e L L I U L S BN S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: 1-Propen-2-ol, acetate R B mm et B . .
43.0 460 480 500 5.20

m/z 41.10 8.72%

5000
15.0 || 20 1000
ottt

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091972.D

Aca On : 27 Dec 2016 17:19

Operator : UM/SJ

Sample : H6241-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.51 Concentration Rank 1

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

6.51 84.31 ng 6546640 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 387 (6.510 min): BF091972.D (-384) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 BB SARARSERE R
40.0 54.0 J 6.20 6.40 6.60 6.80
0 NP7 I .10 | N — m/z 68.10 43.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 9go 1160 L L I I AL
6.20 6.40 6.60 6.80
m/z 134.00 33.94%
| M ...wu,u‘...W,..w..,\ﬂ..‘i,. My 1980 ||%8?f{
m/z--> 20 40 60 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.10 27 .27%
63.0 g1.0
. 310 490 95.0 112.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- T T |,|\l LI L R L
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.46%
5000
63.0 81.0
0 310 490 ‘w | ‘\ | \:\U-%O |
m/z--> 20 40 6|0 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091972.D

Aca On : 27 Dec 2016 17:19

Operator : UM/SJ

Sample : H6241-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Tributyl phosphate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.41 3.98 ng 386190 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 83
2 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 42
3 Phosphoric acid. tris(2-ethvlhex... 434 C24H5104P 000078-42-2 36
4 Bis(2-ethvlhexvD)hvdroaen phosphate 322 C16H3504P 000298-07-7 36
5 3-Hydroxy-2,3,4,4-tetramethyl-pe... 202 C11H2203 1000194-64-5 9
Abundance Scan 728 (10.408 min): BF091972.D (-726) (-) m/z 99.00 100.00%
99.0
5000
57.1 155.0 T
oy 20 282 D A
SRR AR AR AR LSS LR R """""""""" [TTTTPTTrTprrrT reT - - 0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #97593: Tributyl phosphate
99.0
5000
10.00 10.20 10.40 10.60 10.80
57.0 155.0 m/z 41.05  13.96%
290, 7 125.0 183.0
0 S I Y S E— I\I”\ e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
10.00 10.20 10.40 10.60 10.80
5000 m/z 155.00 13.45%
44.0
0 70.0 126.0 150 181.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162431: Phosphoric acid, tris(2-ethylhexyl) ester R B
99.0 10.00 10.20 10.40 10.60 10.80

m/z 125.00 7.62%

5000

57.0
200, | | 4250 1530 1810 2110 323.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. OO 10 20 10. 40 10.60 10 80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122716\
Data File : BF091972.D

Acq On : 27 Dec 2016 17:19

Operator : UM/SJ

Sample : H6241-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.88 13.8 ng 1072200 1 6.73 1553030 20.0
unknown6 .51 6.51 84.3 ng 6546640 1 6.73 1553030 20.0
Tributyl phosphate 10.41 4.0 ng 386190 3 9.77 1942750 20.0
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