LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\

Data File : BF084283.D

Aca On : 6 Jan 2016 12:10 Instrument :
Operator : SJ/UM BNA_F

Sample - 64986-04 ClientSampleld :
Misc - PJ-SB-4-21.0-21.5
ALS Vial : 5 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-BF123115.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 5.047 256 259 266 rVB 1264303 1727345 26.81% 2.984%
2 5.470 293 296 299 rBVY 4087791 5708092 88.59% 9.861%
3 6.510 384 387 389 rBY 5867231 6172222 95.80% 10.662%
4 6.636 395 398 400 rBY 6066723 5511223 85.54% 9.521%
5 6.864 416 418 421 rVB 1893436 1544663 23.97% 2.668%

7.024 429 432 434 rBV 5122913 4462861 69.27% 7.710%
7.436 465 468 470 rBV 3476482 4106122 63.73% 7.093%
8.156 528 531 533 rBV 2147074 2080550 32.29% 3.594%
9.230 622 625 627 rBVY 7100508 6443051 100.00% 11.130%
9.619 657 659 661 rBv 988369 893347 13.87% 1.543%

=
QO ~NO®

11 9.905 681 684 686 rVvB 2687023 2327906 36.13% 4.021%
12 10.339 721 722 724 rVB 165820 116770 1.81% 0.202%
13 10.556 738 741 744 rBV 58587 98538 1.53% 0.170%
14 10.693 750 753 755 rBV 4304265 4248653 65.94% 7.339%
15 10.808 762 763 770 rVB 192540 267716 4.16% 0.462%

16 11.265 800 803 804 rBvV2 82314 117628 1.83% 0.203%
17 11.391 811 814 816 rVB 2167053 2300245 35.70% 3.974%
18 12.979 950 953 955 rBV 4466912 5579501 86.60% 9.638%
19 13.871 1029 1031 1041 rBV 232566 396479 6.15% 0.685%
20 14.019 1041 1044 1047 rBV 2273825 2087396 32.40% 3.606%

21 15.448 1166 1169 1172 rBV 1427931 1697488 26.35% 2.932%

Sum of corrected areas: 57887796
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\

Data File : BF084283.D

Aca On : 6 Jan 2016 12:10

Operator : SJ/UM

ﬁ?ggle i 64986-04 PJ-SB-4-21.0-21.5
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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: BF084283.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\

Data File : BF084283.D

Aca On : 6 Jan 2016 12:10

Operator : SJ/UM

ﬁ?ggle i G4986-04 PJ-SB-4-21.0-21.5
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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.

5.05 22.37 ng 1727350 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 259 (5.047 min): BF084283.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 5.40
O S0l 3 7 8| 69 10 56. 36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 5.40
m/z 101.10 17.23%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 5.40
5000 m/z 58.00 14 _.33%
29 101
3 N NN PR A R - S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- E  ARE R TS S
59 480 5.00 5.20 5.40
m/z 41.10 8.52%
5000 41
31
| © g
0 "'I'}é'I""I""I""I??"I""I""I""I' '9?I""I' P
m/z--> 10 20 30 40 50 60 70 80 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\BF010616\

Data File : BF084283.D

Aca On : 6 Jan 2016 12:10

Operator : SJ/UM

ﬁ?ggle i G4986-04 PJ-SB-4-21.0-21.5
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 71.36 ng 5511220 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 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 398 (6.636 min): BF084283.D (-395) (-) m/z 132.00 100.00%
32
5000 68
0 sl P "5k ok ko 760
o NS . WL | PP A S S 1 m/z 68.10 46.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R R I L R
6.40 6.60 6.80 7.00
78 m/z 134.00 34 .06%
31 a4 il
0'P'”I“J“'h'P'”I”'h'”'P”'P'”I”'W'“'P'”I“"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 31.44%
33 am g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e e
132 6.40 6.60 6.80 7.00
m/z 69.10 20.18%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\

Data File : BF084283.D

Aca On : 6 Jan 2016 12:10

Operator : SJ/UM

ﬁ?ggle i G4986-04 PJ-SB-4-21.0-21.5
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.81 2.33 ng 267716 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 763 (10.808 min): BF084283.D (-762) (-) m/z 57.10 100.00%

g7

43
5000 i1

10.40 10.60 10,80 11.00 11.20
m/z 43.05 70.97%

99113127141 155

0 I 183
e
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #73964: Hexadecane
43 57
71

5000 LA L B L L B L L L L
2 85 10.40 10.60 10.80 11.00 11.20
m/z 71.10 51.02%
o \‘ |, % 113127141155169183 226
P o [ P e e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
23 L L
n 10.40 10.60 10.80 11.00 11.20
5000 o m/z 85.05 36.19%
29

99
113127141155169183197210 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane B e e
43 97 10.40 10.60 10.80 11.00 11.20

m/z 41.05 28.87%
71
5000
85
29

ol ‘\ | 2 1312714115516 282
e e e e e e e R B e ma R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\

Data File : BF084283.D

Aca On : 6 Jan 2016 12:10

Operator : SJ/UM

ﬁ?ggle i G4986-04 PJ-SB-4-21.0-21.5
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.80 ng 396479 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 1031 (13.871 min): BF084283.D (-1029) (-) m/z 57.10 100.00%
57
83
4]
5000
111
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—r
139 13.60 13.80 14.00 14.20
I 0 2 m/z 43.10 96.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 LR SR BN BN B
29 13.60 13.80 14.00 14.20
195 m/z 55.05 89.82%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 SR AR BN RN B
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 74 .97%
27 125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene
43 97 13.60 13.80 14.00 14.20
69 m/z 69.10 65.75%
5000
o 2 154 182 210 238 266
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\BF010616\

Data File : BF084283.D

Acq On : 6 Jan 2016 12:10

Operator : SJ/UM

ﬁ?ggle i 64986-04 PJ-SB-4-21.0-21.5
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.05 22.4 ng 1727350 1 6.86 1544660 20.0
unknown6 .64 6.64 71.4 ng 5511220 1 6.86 1544660 20.0
Hexadecane 10.81 2.3 ng 267716 4 11.39 2300250 20.0
1-Docosene 13.87 3.8 ng 396479 5 14.02 2087400 20.0
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