LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121915\
Data File : BF083912.D

Aca On : 18 Dec 2015 14:53

Operator : UM/SJ

Sample - PB87340BL

Misc :

ALS Vial : 3 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-BF121815.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 5.059 258 260 267 rBV 201079 308576 14.55% 2.207%
2 5.493 295 298 300 rBVY 1300918 1373234 64.77% 9.823%
3 6.510 384 387 389 rBVY 1199011 1180323 55.67% 8.443%
4 6.636 396 398 401 rBVY 1344718 1284110 60.56% 9.186%
5 6.865 416 418 420 rBV 389082 316228 14.91% 2.262%

7.025 429 432 434 rBV 1299763 1188950 56.08% 8.505%
7.425 465 467 470 rBvV 709338 787125 37.12% 5.631%
366058 398240 18.78% 2.849%
9.231 622 625 627 rBVY 1870699 1884633 88.89% 13.481%
9.905 681 684 686 rBvV 558605 496728 23.43% 3.553%

=
QOO ~NO®

oo

=

N

)]

a1

N

(00]

)]

W

o

)]

w

w

=

os]

<

11 10.694 750 753 756 rBV 1129807 1101682 51.96% 7.881%
12 11.391 811 814 816 rBV 531866 510117 24.06% 3.649%

13 12.797 935 937 939 rVvB 72117 61487 2.90% 0.440%
14 12.877 939 944 946 rBV2 17890 21317 1.01% 0.152%
15 12.979 950 953 955 rBV 1982596 2120230 100.00% 15.167%
16 13.505 997 999 1001 rBV 48796 46446 2.19% 0.332%
17 14.031 1042 1045 1047 rBV 360336 492574 23.23% 3.524%
18 14.500 1083 1086 1088 rBV 20697 22795 1.08% 0.163%

19 15.471 1168 1171 1177 rBV 259063 384859 18.15% 2.753%

Sum of corrected areas: 13979654
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121915\
Data File : BF083912.D

Aca On : 18 Dec 2015 14:53

Operator : UM/SJ

Sample : PB87340BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF083912.D
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Abundance TIC: BF083912.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083912.D

Aca On : 18 Dec 2015 14:53

Operator : UM/SJ

Sample - PB87340BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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.

5.06 19.52 ng 308576 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 260 (5.059 min): BF083912.D (-258) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 e
o 1 ST | SN N m/z 59.10 65.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R I L
59.0 480 500 5.20 540
m/z 101.10 25.68%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 5.00 520 540
5000 m/z 58.10 16.08%
101.0
15.0 58.0
0 28.0 69.0 84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone e e R )
54.0 4.80 5.00 5.20 5.40
m/z 41.10 10.60%
5000 43.0
31.0
15.0 ‘ il ‘ 69.0 87.0
e S I S SULIULS SUSIIL IS IULILS IULILS LI L U SRR UL UL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083912.D

Aca On : 18 Dec 2015 14:53

Operator : UM/SJ

Sample - PB87340BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 unknown6.64 Concentration Rank 1

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

6.64 81.21 ng 1284110 1,4-Dichlorobenzene-d4 6.86
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 398 (6.636 min): BF083912.D (-396) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 ‘ st " 640 6.60 6.80 7.00
54.1 : : : :
o....,...:ll!...,:...,.:.-.',...E?,l....,..I~.,?1??.?1.1.“?.1,...., b | [m/Z 68.10 42.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 R I I L R
6.40 6.60 6.80 7.00
210 510 m/z 134.00 31.99%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 28.14%
33.0 44.0 0.0 105.0
o 600 "7 g0.0 115.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- R ama e E
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.33%
5000
63.0 81.0
o310 500 | 9201010 1120 |
0 0 S N T P AR P N " 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083912.D

Aca On : 18 Dec 2015 14:53

Operator : UM/SJ

Sample - PB87340BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.80 2.50 ng 61487 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 72
3 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 43
4 Nipecotic acid 129 C6H11NO2 000498-95-3 40
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 937 (12.797 min): BF083912.D (-935) (-) m/z 56.10 100.00%
56.1
5000
83.1 129.1 257.3 |""|""|'4"|""|"
157.0 185.1 213.2 12.40 12.60 12.80 13.00 13.20
0 m/z 57.10 60.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000
12.40 12.60 12.80 13.00 13.20
29.0 m/z 41.10 47 .87%
‘ 83 0 129.0 257.0
0 [l ‘h ‘ \M ] ol ‘ 157018502130 ‘ \ 28303120
m/z--> ﬁo Jo eb 80 160 150 140 160 180 200 220 240 260 280 360 '
Abundance
56.0
12.40 12,60 12.80 13.00 13.20
5000 m/z 43.10 43.99%
29.0
o 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
B R R R R LA LA LR LA LA RN LA RARA AR EARA AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21177: 1,3-Hexanediol, 2-ethyl-
56.0 12.40 12.60 12.80 13.00 13.20
m/z 55.10 41 .04%
5000
0.0 | 103.0
0 [ Ll \ 1 129.0
m/z--> ﬁo Jo 60 80 160 120 140 160 180 200 220 240 260 2§0 360 ' 12.40 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121915\
Data File : BF083912.D

Acq On : 18 Dec 2015 14:53

Operator : UM/SJ

Sample : PB87340BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121815_.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... 5.06 19.5 ng 308576 1 6.86 316228 20.0
unknown6 .64 6.64 81.2 ng 1284110 1 6.86 316228 20.0
Hexadecanoic acid... 12.80 2.5 ng 61487 5 14.03 492574 20.0
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