LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083171.D
Aca On : 22 Nov 2015 21:10 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : G4443-01 20151109MGP213BRV68.7
ALS Vial : 59 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-BF112115.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 3.393 119 123 132 rBvV 71942 157588 2.10% 0.290%
2 4.787 243 245 260 rBV 710374 1249780 16.69% 2.301%
3 5.061 267 269 274 rBV 224744 270492 3.61% 0.498%
4 5.256 284 286 302 rVV 2089644 3001148 40.07% 5.525%
5 6.307 376 378 386 rBVY 1723278 1960612 26.18% 3.610%
6 6.421 386 388 391 rBVY 5347410 5196961 69.39% 9.568%
7 6.650 406 408 410 rBV 1344246 1351220 18.04% 2.488%
8 6.810 419 422 424 rBV 4752407 5444827 72.70% 10.024%
9 6.913 429 431 436 rVB 118329 121084 1.62% 0.223%
10 7.222 455 458 461 rBVY 4231944 4619413 61.68% 8.505%
11 7.690 495 499 500 rBvV2 40651 80053 1.07% 0.147%

12 7.942 518 521 525 rBV2 1343232 2094109 27.96% 3.855%
13 8.010 525 527 531 rVB 108724 115696 1.54% 0.213%
14 9.016 612 615 618 rBV 6129797 7464167 99.66% 13.742%

15 9.416 648 650 655 rvB 75286 88452 1.18% 0.163%
16 9.519 657 659 661 rBv 86441 83321 1.11% 0.153%
17 9.633 667 669 671 rVB 95475 81922 1.09% 0.151%

18 9.679 671 673 676 rBV 1474900 1999000 26.69% 3.680%
19 10.136 709 713 714 rBv2 125880 200900 2.68% 0.370%
20 10.353 729 732 735 rBV 47329 86985 1.16% 0.160%

21 10.479 740 743 745 rBV 3236245 4648474 62.06% 8.558%
22 10.605 752 754 758 rVB 120164 136824 1.83% 0.252%
23 11.051 788 793 795 rBV 62892 82143 1.10% 0.151%
24 11.165 800 803 805 rvvV 1648631 2017608 26.94% 3.715%
25 11.713 849 851 855 rBv2 103384 140815 1.88% 0.259%

26 12.491 917 919 922 rBV 126904 157131 2.10% 0.289%
27 12.582 925 927 930 rvv2 365182 364656 4._.87% 0.671%
28 12.754 939 942 944 rBV 6125030 7489791 100.00% 13.789%
29 13.291 986 989 991 rBV 211658 239518 3.20% 0.441%
30 13.656 1018 1021 1025 rBV 104863 128731 1.72% 0.237%

31 13.782 1030 1032 1035 rBV 1904586 1830808 24.44% 3.371%
32 15.154 1149 1152 1154 rBV 951571 1411488 18.85% 2.599%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112215\

Data File : BF083171.D

Aca On - 22 Nov 2015 21:10

Operator : UM/I1Z

ﬁ?ggle : G4443-01 20151109MGP213BRV68.7
ALS Vial : 59 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 54315717
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\

Data File : BF083171.D

Aca On - 22 Nov 2015 21:10

Operator : UM/I1Z

ﬁ?ggle : 64443-01 20151109MGP213BRV68.7
ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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: BF083171.D
6000000

6.42
5000000 6.81

7.22
4000000

3000000

5.26
2000000 6.31

6.65 7.94
1000000 479

3.39 k 5.06 L Jleor L 769 [8.01

o~ bl

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00

Abundance TIC: BF083171.D
6000000 9|02 12175

5000000

4000000

10.48
3000000

2000000 13.78
0.68 11.16

1000000

12,58
9.42%2 63 10.140.351060 110 11.71 1%ﬂEJL 1%29 13.6
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Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50

Abundance TIC: BF083171.D
6000000

5000000

4000000

3000000

2000000

1000000 k15

O S R B e e e L BN B o e S e e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083171.D

Aca On : 22 Nov 2015 21:10

Operator : UM/I1Z

Sample : G4443-01

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.79 18.50 ng 1249780 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 245 (4.787 min): BF083171.D (-243) (-) m/z 43.10 100.00%
43.1
59.1 \‘
5000
101.1 EDERARNE SRS RS B
440 4.60 4.80 5.00 5.20
Ot 82070 h7759.10  53.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T
59.0 4.40 4.60 4.80 5.00 5.20
0
150 1010 m/z 101.10 14.43%
H‘ Il Tl 830 L
L I U SIS S B A W R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
440 460 480 5.00 520
5000 m/z 58.10 13.32%
41.0
101.0
25,0
iz % 460 8 16 Do 10 10 180 300
Abundance #8114: 3-Hexanol, 4-methyl- _rv—v—v—v-rv—v—v—J
59.0 440 460 4.80 5.00 5.20
m/z 41.10 8.79%
5000 41.0
L
O'E%?JL'M”'MW'”W'L'W"”I'”'I'”'I”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\

Data File : BF083171.D

Aca On - 22 Nov 2015 21:10

Operator : UM/I1Z

ﬁ?ggle : G4443-01 20151109MGP213BRV68.7
ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknown6.42 Concentration Rank 2

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

6.42 76.92 ng 5196960 1,4-Dichlorobenzene-d4 6.65
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 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 388 (6.421 min): BF083171.D (-386) (-) m/z 132.10 100.00%
132.1
68.1
5000
96.1 RS LERE RRERE SN N
400 541 ‘ | a1 | 1960 6.00 6.20 6.40 6.60 6.80
O prrrr bl el 8L MO0 W "m/z 68.10 55.05%
m/z--> 20 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
5000 A R L AR
6.00 6.20 6.40 6.60 6.80
210 510 m/z 66.10 34 .32%
0'w'“'m'J\J'WH“'w'dlﬁ?ﬁq“'l“'w'“'w'“l”'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.10 33.51%
33.0 44.0 0.0 105.0
0"I"“I'"'P"'I'”é??”'{"ﬁ%P“'I"'W""ﬁ¥qgl”"l'”'I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2742: 2-Cyclohexen-1-one R maE b REmae
64.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.83%
5000
39.0 96.0
27.0
55.0
O'W"ml”"h'”I”L'P"I'”?%q”l'”'P'”l'“'P'“l'”'P' IR AR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\

Data File : BF083171.D

Aca On - 22 Nov 2015 21:10

Operator : UM/I1Z

ﬁ?ggle : G4443-01 20151109MGP213BRV68.7
ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 6 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.01 ng 200900 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 713 (10.136 min): BF083171.D (-709) (-) m/z 57.10 100.00%
57.1
5000 g5 1
151 190 580 10,00 10.20 1040
Ot m/z 43.10 80.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane
57.0
5000 B SRRARUUAR BARRS
85.0 9. 80 10. oo 10. 20 10.40
29.0 m/z 71.10 62.56%
o A | 1130 1410 1690 2260
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
57.0
9.80 10.00 10.20 10.40
5000 m/z 85.10 35.99%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane L LI B L R L
57.0 9.80 10.00 10.20 10.40
m/z 41.10 28.03%
5000
85.0
29.0
0 ‘ ‘\ ‘ | 113 0 141 0 184 0
m/z--> 25 4b eb 85 160 150 140 160 180 200 220 240 2éo 2éo 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\

Data File : BF083171.D

Aca On - 22 Nov 2015 21:10

Operator : UM/I1Z

ﬁ?ggle : G4443-01 20151109MGP213BRV68.7
ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 7 unknownl2.58 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.58 3.98 ng 364656 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 49
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 47
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38
Abundance Scan 927 (12.582 min): BF083171.D (-925) (-) m/z 56.10 100.00%
56.1
5000
PR 21 ) 1 290 2573 12120 1240 1260 1280 1300
0|----'|--- I'I:"MWWWWWWTWT m/z 57.10 60.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
5000 AR AR N
12 20 12.40 12.60 12.80 13. oo
29.0 m/z 43.10 43.83%
33.0 129.0 257.0
b 1201000707 1570 1850 2130 | 7 amag miz0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
12120 12,40 12,60 12.80 13.00
5000 m/z 41.10 38.18%
29.0
o 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #34835: Cyclobutane, 1-hexyl-2,3-dimethyl- Ak BB R R R S ey
56.0 12.20 12.40 12.60 12.80 13.00
m/z 55.10 33.31%
- MLJ\\M
0 Z%Om ‘830 12§0 167.0
m/z--> ﬁo 45 60 éo 160 150 150 160 180 200 220 250 2éo 2éo 360 ' 1220 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\

Data File : BF083171.D

Aca On - 22 Nov 2015 21:10

Operator : UM/I1Z

ﬁ?ggle : G4443-01 20151109MGP213BRV68.7
ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 8 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.29 2.62 ng 239518 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 87
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 40
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 30
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27

Abundance Scan 989 (13.291 min): BF083171.D (-986) (-) m/z 56.10 100.00%
56.1
5000

241.3 13.00 13.20 13.40 13.60

’ . 340.4
o 213.2 m/z 57.10 53.03%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 LA L L L L L L
0.0 13.00 13.20 13.40 13.60
: m/z 43.10 43.36%
‘ ‘ 850 1290 185.0 uto 2850 b
oLt LT | 157018921302410 1 ] 31103400
m/z--> 50 100 150 200 250 300
Abundance
56.0
s L e
13.00 13.20 13.40 13.60
m/z 41.10 35.37%
5000 229.0
129.0
185.0 284.0
p3.0 157.0 255.0
A
m/z--> 50 100 150 200 250 300
Abundance #12423: Nipecotic acid T T T T
57.0 13 00 13. 20 13. 40 13 60

m/z 55.10 30.55%

5000
30.0 84.0 1290
| Ll \‘

oyt 77T R N REEEEEEE SRR

m/z--> 50 100 150 200 250 300 13 00 13. 20 13. 40 13 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112215\

Data File : BF083171.D

Acq On : 22 Nov 2015 21:10

Operator : UM/1Z

3?22'6 - 64443-01 201511090MGP213BRV68.7
ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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... 4.79 18.5 ng 1249780 1 6.65 1351220 20.0
unknown6 .42 6.42 76.9 ng 5196960 1 6.65 1351220 20.0
Hexadecane 10.14 2.0 ng 200900 3 9.68 1999000 20.0
unknownl12 .58 12.58 4.0 ng 364656 5 13.78 1830810 20.0
Octadecanoic acid... 13.29 2.6 ng 239518 5 13.78 1830810 20.0
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