LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085043.D

Acq On : 12 Feb 2016 6:03

Operator : SJ/1Z

Sample - H1387-03

Misc :

ALS Vial : 33 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-BF020116.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 1.907 26 28 30 rvB 7603160 10349192 100.00% 19.543%
2 2.284 58 61 67 rvB 167061 212354 2.05% 0.401%
3 4_753 274 277 289 rVB 769482 1339917 12.95% 2.530%
4 5.210 314 317 319 rBV 4041289 4362837 42.16% 8.239%
5 6.273 407 410 412 rBV 3402682 4256784 41.13% 8.038%

6.376 417 419 422 rBV 3415408 4323454 41.78% 8.164%
6.604 437 439 442 rBvV 935350 871988 8.43% 1.647%
6.764 450 453 455 rBV 3907136 3467404 33.50% 6.548%
7.176 486 489 492 rBV 2067268 3055789 29.53% 5.770%
7.919 549 554 556 rBvV2 1386366 2561667 24.75% 4_.837%

=
QO ~NO®

11 8.605 612 614 617 rvVv 181447 158079 1.53% 0.299%
12 8.982 643 647 649 rBV 4687224 5713678 55.21% 10.790%
13 9.645 702 705 707 rBV 1515767 1398765 13.52% 2.641%
14 10.433 771 774 777 rBV 3183099 3134668 30.29% 5.919%
15 11.119 832 834 838 rBV 1330687 1320203 12.76% 2.493%

16 12.548 957 959 962 rVB 155205 134273 1.30% 0.254%
17 12.708 970 973 976 rBV 3308914 4631705 44.75% 8.746%

18 13.748 1062 1064 1067 rBV 973303 883346 8.54% 1.668%
19 15.108 1180 1183 1186 rBV 696996 779526 7.53% 1.472%

Sum of corrected areas: 52955629
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085043.D

Acq On : 12 Feb 2016 6:03

Operator =: SJ/1Z

Sample : H1387-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085043.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085043.D

Acq On : 12 Feb 2016 6:03

Operator =: SJ/1Z

Sample : H1387-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Acetic acid Concentration Rank 1

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

1.91 237.37 ng 10349200 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 83
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
3 Thiirane 60 C2H4S 000420-12-2 5
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 5
5 Formic acid hydrazide 60 CH4N20 000624-84-0 4

Abundance Scan 28 (1.907 min): BF085043.D (-26) (-) m/z 43.10 100.00%
48 60
5000 ///r/////\
| 180 200 220
38 48 55 |63 86 : : ’
O'W““W“P“WMW““PMP“WLW““v“wm'““PMP“WMW““PNP“W m/z 60.10 97.83%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #256: Acetic acid
43
60
5000 R SR IS R
1.80 2.00 2.20
29 m/z 45.10 90.76%
”I”'W%%'L'”I“'?E'JI”'W'”?q'l'§“I”'W'“'P'”I”'W'“'P'”I“'W'“W'”'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45 60
0 180 200 220
5000 m/z 42.10 20.72%
15 27 34 %2 57
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #263: Thiirane LI L L R I B B
45 60 1.80 2.00 2.20
m/z 41.10 7.82%
5000 27 /f////,«’”\
34 5T
“l“"l""l"“l“"l"l?ﬁ)m ?1?9“"ﬂgv?ﬁli"lﬁ?"“l““l“'w'“'v'“l“'w R SRR I AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085043.D

Acq On : 12 Feb 2016 6:03

Operator =: SJ/1Z

Sample : H1387-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Propyl acetate Concentration Rank 5

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

2.28 4.87 ng 212354 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H1i1IN 000109-73-9 7
3 Isobutylamine 73 C4H11IN 000078-81-9 5
4 Pentane 72 C5H12 000109-66-0 4
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 4

Abundance Scan 61 (2.284 min): BF085043.D (-58) (-) m/z 43.10 100.00%
43 /‘
5000
61 o
73 2.00 2.20 2.40 2.60
39
ey o 2908 | S| M/Z 61.00  23.96%
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4160: n-Propyl acetate /
43
5000 L L R I I
o1 2.00 220 2.40 2.60
73 m/z 73.00 11.81%
1519 2731 39 57, 87
miz> L 1015 %0 %5 % % 40 45 B 55 6 o8 70 75 80 % 30 %
Abundance
30
200 220 240 2.60
5000 m/z 42.05 10.70%
1518 27 384144 505356 70"
JLARARA RAREN EREN RAALA RAR) RERRARALED RAAE) ARED RRARS LARL) RANEN RARAM RULL) ANKS RRARA LALLA KAAKA LN
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #734: Isobutylamine B B
30 2.00 220 2.40 2.60
m/z 41.10 9.26%
~
5000
1518 27| 3844 50 5558 g8 /3
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 200 220 240 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085043.D

Acq On : 12 Feb 2016 6:03

Operator =: SJ/1Z

Sample : H1387-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.75 30.73 ng 1339920 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 277 (4.753 min): BF085043.D (-274) (-) m/z 43.05 100.00%
43
59
5000
1 440 460 480 500
el sl ee om0 S e80 60440
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 18.04%
15 31 101
\ 25 7 37 53, 83
miz--> R D S I " N N N S
Abundance
43
- 440 460 480 500
5000 m/z 58.10 14 .91%

29 101
15 37 51 73 83 95
I LA I e e s o e e BB EE mmm s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

440 4.60 4.80 5.00
m/z 41.10 9.51%

5000
41
29 101
[yl 1 LI ‘ I 53 73 86 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085043.D

Acq On : 12 Feb 2016 6:03

Operator =: SJ/1Z

Sample : H1387-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.55 3.04 ng 134273 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 38
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37

Abundance Scan 959 (12.548 min): BF085043.D (-957) (-) m/z 56.10 100.00%

56
5000

9 T rrrr[rr1ir [ rrrryprrrryJr

239 257 12.20 12.40 12.60 12.80

| | 157 185 213

| m/z 57.10 60.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 4 ---------/|\/\----|---/-L|-
3 12.20 12.40 12.60 12.80
m/z 43.10 41 .10%
26 | ‘ I Hlllg 157 185 213 23957 591 3
T .q.”q.”q.”q.”..”..”..”..”..”..”.P”q.”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
L e
12.20 12.40 12.60 12.80
5000 a1 m/z 41.10 36.56%
& 257
129
26 101 157 185 213 239 283 312
TWTWWWTWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #17592: Urea, N,N'-di-2-propeny!-
56 12.20 12.40 12.60 12.80
m/z 55.10 32.00%
5000 a1
2 ‘ L% a0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085043.D

Acq On : 12 Feb 2016 6:03

Operator : SJ/1Z

Sample - H1387-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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]
Acetic acid 1.91 237.4 ng 10349200 1 6.60 871988 20.0
n-Propyl acetate 2.28 4.9 ng 212354 1 6.60 871988 20.0
2-Pentanone, 4-hy... 4.75 30.7 ng 1339920 1 6.60 871988 20.0
Hexadecanoic acid... 12.55 3.0 ng 134273 5 13.75 883346 20.0
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