LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089641.D
Acq On > 5 Aug 2016 21:07 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H4346-04 LOCATION-46D-9-11
ALS Vial : 46 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 height area % max. total
1 4.661 266 269 282 rBvY 132368 316834 23.17% 3.100%
2 5.347 326 329 354 rBVY 648887 1212016 88.65% 11.860%
3 6.982 469 472 479 rBVY 629605 1209769 88.48% 11.838%
4 7.096 479 482 505 rVB 962176 1367246 100.00% 13.379%
5 7.439 510 512 524 rvv 129745 222831 16.30% 2.181%

6 7.679 530 533 548 rVB 757374 976456 71.42% 9.555%
7 8.353 589 592 618 rBV 482223 765408 55.98% 7.490%
8 9.473 687 690 708 rBvV 203103 301710 22.07% 2.952%
9 11.256 842 846 848 rBV 898645 1233617 90.23% 12.072%
10 11.942 903 906 916 rBV 159461 216853 15.86% 2.122%
11 12.297 934 937 940 rBV 226468 307619 22.50% 3.010%
12 13.154 1009 1012 1014 rBB 15964 17976 1.31% 0.176%
13 13.588 1047 1050 1058 rBV 355505 582213 42.58% 5.697%
14 13.920 1077 1079 1086 rBV 16985 30558 2.24% 0.299%
15 14.685 1144 1146 1154 rVB 172158 223400 16.34% 2.186%
16 15.691 1232 1234 1238 rBB 11107 13917 1.02% 0.136%
17 17.051 1350 1353 1356 rBV 685186 750865 54.92% 7.348%
18 18.309 1461 1463 1468 rBV 30681 46275 3.38% 0.453%
19 18.389 1468 1470 1474 rVV 163366 215251 15.74% 2.106%
20 18.469 1474 1477 1480 rVB 12218 16881 1.23% 0.165%

21 20.046 1612 1615 1622 rBV 161549 191340 13.99% 1.872%

Sum of corrected areas: 10219035
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080516\

Data File : BF089641.D

Acg On : 5 Aug 2016 21:07

Operator : UM/SJ

ﬁ?ggle i H4346-04 LOCATION-46D-9-11
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089641.D
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Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF089641.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080516\

Data File : BF089641.D

Acg On : 5 Aug 2016 21:07

Operator : UM/SJ

ﬁ?ggle i H4346-04 LOCATION-46D-9-11
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.66 28.44 ng 316834 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 269 (4.661 min): BF089641.D (-266) (-) m/z 43.05 100.00%
a3
59
5000
101 =
4.40 4.60 4.80 5.00
83
o IR N9 NS Y N — m/z 59.10 61.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS LR L A AR
59 440 460 480 5.00
m/z 101.10 22 .99%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 15.44%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime  Emmma L R EEamm
43 4.40 4.60 4.80 5.00
m/z 41.10 9.66%
5000
101
15 58
|| 60 84 |
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY U IR L L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080516\

Data File : BF089641.D

Acg On : 5 Aug 2016 21:07

Operator : UM/SJ

ﬁ?ggle i H4346-04 LOCATION-46D-9-11
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 2 unknown7.10 Concentration Rank 1

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

7.10 122.72 ng 1367250 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 482 (7.096 min): BF089641.D (-479) (-) m/z 132.00 100.00%
132 n
5000 68
40 | 75 6 680 7.00 7.20 7.40
54 g2 104 : : : :
0.”.“.JPL??H!”,HHL.Jhlngn..L,M.w.”.,”.wJ”.“. m/z 68.10 42.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.80 7.00 7.20 7.40
78 m/z 134.00 32.83%
31 35 ,, 51
0”'Wh”wﬁl”JL'W'”lW””I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 66.05 27 .52%
33 44 g7 105
51 60 70 78 g 115
o e e e e e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.80 7.00 7.20 7.40
o7 m/z 69.10 17.36%
5000 0
31 52
O N N O N N -
miz--> 30 40 50 60 70 8 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080516\

Data File : BF089641.D

Acg On : 5 Aug 2016 21:07

Operator : UM/SJ

ﬁ?ggle i H4346-04 LOCATION-46D-9-11
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 4 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.74 ng 30558 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 64
3 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 64
4 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 53
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 50
Abundance Scan 1079 (13.920 min): BF089641.D (-1077) (-) m/z 57.10 100.00%
57
43 71
5000 85
|| | 99 13.60 13.80 14.00 14.20
e m/z 71.10 71.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57
5000 n
g5 13.60 13.80 14.00 14.20
29 m/z 43.10 70.00%
o | M Lo “ 99 113 127 141 155 169 183197 226
m/z--> 20 45 eb 80 100 150 140 160 180 200 220
Abundance
43 71 85
13.60 13.80 14.00 14.20
5000 m/z 85.10 44 _07%
55
29
0 97 111123 137 153 167
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97086: Oxalic acid, isohexyl neopentyl ester
43 71 13.60 13.80 14.00 14.20
m/z 41.10 38.82%
57
5000 85
29
ok L‘ Il 117 130 145 160 188201 229 ﬂ A A
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 13.60 13.80 14.00 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089641.D

Acq On : 5 Aug 2016 21:07

Operator : UM/SJ

Sample : H4346-04

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF080416.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Carbonic acid, isobutyl oct... Concentration Rank 4

LOCATION-46D-9-11

R.T. EstConc Area Relative to ISTD R.T.
18.31 4.30 ng 46275 Chrysene-di12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 59
2 n-Tetracosanol- 354 C24H500 000506-51-4 58
3 1-Hexacosanol 382 C26H540 000506-52-5 53
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 52
5 2-Cyclohexen-1-ol, 1-methyl- 112 C7H120 023758-27-2 43

Abundance Scan 1463 (18.309 min): BF089641.D (-1461) (-) m/z 83.10 100.00%
g7
5000 111
1] 18.00 18.20 18.40 18.60
o N N m/z 57.10 97.81%
m/z--> 50 100 150 200 250 300 350
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57
5000
18.00 18.20 18.40 18.60
H ‘ 11 m/z 55.10 95.40%
o Ih‘ i \‘ ‘HN \““ ‘H “\139 168 ].-9|6.2.2‘.1 |253| —— T
m/z--> 150 200 250 300 350
Abundance
43
18.00 18.20 18.40 18.60
5000 83 m/z 69.10 95.16%
18 111
0 65 140 168 196 238 266 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43 18.00 18.20 18.40 18.60
m/z 97.10 83.95%
5000 83
18 ﬂ ‘111
0 ‘ Ll les ' | \139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080516\

Data File : BF089641.D

Acg On : 5 Aug 2016 21:07

Operator : UM/SJ

ﬁ?ggle i H4346-04 LOCATION-46D-9-11
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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]
2-Pentanone, 4-hy... 4.66 28.4 ng 316834 1 7.44 222831 20.0
unknown?7 .10 7.10 122.7 ng 1367250 1 7.44 222831 20.0
Hexadecane 13.92 2.7 ng 30558 4 14.69 223400 20.0
Carbonic acid, is... 18.31 4.3 ng 46275 5 18.39 215251 20.0
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