LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090177.D

Aca On : 21 Sep 2016 23:37

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 22 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-BF092016.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 1.667 5 7 33 rVB 1685297 3981046 100.00% 24.366%
2 4.582 259 262 270 rBV 71986 98754 2.48% 0.604%
3 5.062 302 304 315 rVvVv 395105 459609 11.54% 2.813%
4 6.159 397 400 408 rBV 311059 402365 10.11% 2.463%
5 6.273 408 410 412 rVvVv 385932 439174 11.03% 2.688%
6 6.502 428 430 433 rBV 633250 621890 15.62% 3.806%
7 6.662 441 444 446 rBV 404857 382007 9.60% 2.338%
8 7.073 477 480 484 rBV 254880 251293 6.31% 1.538%
9 7.793 541 543 545 rBV 969420 910934 22.88% 5.575%
10 8.502 603 605 608 rvv 101337 106229 2.67% 0.650%
11 8.605 612 614 616 rVB 61924 58673 1.47% 0.359%
12 8.868 636 637 640 rvv 384777 460385 11.56% 2.818%
13 8.971 644 646 649 rVB 34967 41768 1.05% 0.256%
14 9.131 657 660 662 rBV 41585 54260 1.36% 0.332%
15 9.199 664 666 667 rvv 47266 46610 1.17% 0.285%
16 9.233 667 669 671 rvv 29498 43423 1.09% 0.266%
17 9.268 671 672 675 rVvV 87854 137020 3.44% 0.839%
18 9.393 681 683 685 rBV 53771 51424 1.29% 0.315%
19 9.531 693 695 697 rvv 659329 781413 19.63% 4.783%
20 9.565 697 698 703 rVB 47549 53167 1.34% 0.325%
21 9.736 711 713 715 rBV2 47426 56880 1.43% 0.348%
22 9.942 729 731 734 rBV2 24832 40326 1.01% 0.247%
23 10.079 741 743 745 rBV 61110 63481 1.59% 0.389%
24 10.319 761 764 766 rBV 220029 262546 6.59% 1.607%
25 10.479 773 778 780 rBV2 64235 98426 2.47% 0.602%
26 10.914 813 816 817 rVB2 32227 44153 1.11% 0.270%
27 11.005 821 824 828 rBV2 756075 1110994 27.91% 6.800%
28 11.074 828 830 832 rVB 55900 63780 1.60% 0.390%
29 11.336 851 853 855 rVB 41796 43795 1.10% 0.268%
30 11.508 866 868 869 rBV 35570 55285 1.39% 0.338%
31 11.531 869 870 872 rVvVv 71220 63055 1.58% 0.386%
32 11.588 872 875 882 rVB3 78287 246314 6.19% 1.508%
33 11.817 891 895 899 rvv3 28137 73626 1.85% 0.451%

34 12.205 926 929 932 rBV 282055 341721 8.58% 2.092%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090177.D

Aca On : 21 Sep 2016 23:37

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 22 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.422 945 948 950 rBV 318059 313776 7.88% 1.920%

36 12.582 960 962 965 rvv 426524 405064 10.17% 2.479%
37 13.062 1002 1004 1008 rVB2 41934 97264 2.44% 0.595%
38 13.485 1039 1041 1042 rBV 34350 49312 1.24% 0.302%
39 13.508 1042 1043 1046 rVB 276427 298412 7.50% 1.826%
40 13.611 1049 1052 1057 rBV3 842205 1545773 38.83% 9.461%

41 14.125 1095 1097 1100 rBV4 86606 162284 4.08% 0.993%
42 14.594 1136 1138 1143 rBVY 159966 288016 7.23% 1.763%
43 14.834 1157 1159 1162 rVB 96318 125842 3.16% 0.770%
44 14.891 1162 1164 1166 rBVY 99309 134391 3.38% 0.823%
45 14.937 1166 1168 1171 rBV 585241 807337 20.28% 4.941%

46 15.360 1203 1205 1212 rBV4 64826 164978 4.14% 1.010%

Sum of corrected areas: 16338275
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090177.D

Aca On : 21 Sep 2016 23:37

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090177.D
1|67
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500000 506 6.27 | 6.66

4.58
S AL AL S AL e IS S A L L FL A AL R A FL L AL AL A |

T ™1
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
Abundance TIC: BF090177.D

1500000

1000000{ 7.79

11.01

500000
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF090177.D
1500000
.61
1000000 14.94

500000

e T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090177.D

Aca On : 21 Sep 2016 23:37

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.58 3.18 ng 98754 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12

Abundance Scan 262 (4.582 min): BF090177.D (-259) (-) m/z 43.05 100.00%
43
59
5000
101
_|—|_|_|_|_|—r|_|_|_|—|_|_|_|_|—|_|_|_|_|—r|_|
L 83 207 420 4.40 4.60 4.80 5.00
ot m/z 59.10 63.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR R RN R
420 4.40 4.60 4.80 5.00
m/z 101.10 25.02%
27 “ g3 101
0 ”'Pv”W”'W'”'I”'Wh”'P"W'”'P'”I”""”I”'W'”
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
43
- 420 4.40 460 4.80 5.00
5000 m/z 58.10 19.58%
29 101
0 15 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122483: Succinic acid, heptyl 2-methoxyethyl ester B B B L
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.33%
5000 7 101
45 159
177
b b M L a1 395 | 1T 199 gy o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090177.D

Aca On : 21 Sep 2016 23:37

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.27 Concentration Rank 2

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

6.27 14.12 ng 439174 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 410 (6.273 min): BF090177.D (-408) (-) m/z 132.00 100.00%
32
5000

|‘| ‘ 6.00 6.20 6.40 6.60
N L il L

0...w..:.....“...ﬂ...,”J.,”..,”..,.”.,.”.,.” m/z 68.10 33.17%
m/z--> 40 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI I L L L L LB L BN B

6.00 6.20 6.40 6.60
m/z 134.00 32 .85%

31 51
0 ‘ [b 1 H I ‘ |
o e e =
mz--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
e e
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 19.47%
41 97
53 117
79
L T T e IR
mz--> 40 60 80 100 120 140 160 180 200 220 A
Abundance #102556: Amphetaminil R o N B m
132 6.00 6.20 6.40 6.60
m/z 96.10 13.45%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
e I L e
mz--> 40 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090177.D

Aca On : 21 Sep 2016 23:37

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.51 3.86 ng 298412 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 78
2 2.3-Dimethvl-4a.8a-diphenvl-hexa... 326 C20H2204 1000297-07-0 53
3 Benzeneacetic acid. .alpha.-oxo-... 178 C10H1003 001603-79-8 43
N-(Methoxvmethvl)benzamide 165 C9H11NO2 013156-28-0 43
5 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 43
Abundance Scan 1043 %3.508 min): BF090177.D (-1042) (-) m/z 105.00 100.00%
105
149
5000 77
51 13.20 13.40 13.60 13.80
Obrr ekt b 222 A7 187 210 234 262 283 | Tyzz 149.10  71.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 AR SRR
77 13.20 13.40 13.60 13.80
m/z 77.10 39.41%

o

51
27 | | | 122 | 179
T T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105

13 20 13.40 13.60 13.80
5000 m/z 51.05 7.95%

77
56 149
o 4 o1 132 163Y77 210 238254271
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43622: Benzeneacetic acid, .alpha.-oxo-, ethyl ester

13.20 13.40 13.60 13.80
m/z 106.10 7.65%

A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13. 60 13 80

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090177.D

Aca On : 21 Sep 2016 23:37

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.10 ng 162284 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 50
2 Heptadecane 240 C17H36 000629-78-7 49
3 Tetradecane 198 C14H30 000629-59-4 46
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 45
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 43
Abundance Scan 1097 (14.125 min): BF090177.D (-1095) (-) m/z 57.10 100.00%
57
5000 \_,_A_.M,,_fkq_.-J\vJv—
13.80 14.00 14.20 1440
(o} m/z 71.10 79 .65%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AU SN UL B
g5 13.80 14.00 14.20 14.40
29 m/z 85.10 62.51%
oL ‘L L4 J 113 141 169 197 226
m/z--> éo 160 1%0 260 2%0 360 3éo
Abundance
57
13.80 14.00 14.20 1440
5000 85 m/z 43.10 57.82%
) 29 113 141 169 197 240 \Nd_ijkiﬂdkﬂAj\*AA,N,vﬁk,JNJv
m/z--> o 'éo' ' "160" ' ﬁéo" ' 560" ' ééo" ' 560" "350" '
Abundance #59880: Tetradecane B BREmma B R
57 13.80 14.00 14.20 14.40
m/z 368.20 37.91%
5000 85
29
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF092016.-M Thu Sep 22 16:38:33 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090177.D

Aca On : 21 Sep 2016 23:37

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.36 4.09 ng 164978 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 80
Abundance Scan 1205 (15.360 min): BF090177.D (-1203) (-) m/z 57.10 100.00%
57
% W
5000
i I I|113 141 169101 231 266 306 333 359 398 1500 15.20 15.40 15,60 __
0 ....,uv!w,J'J“,l e e S m/z 71.10 76.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 L S AR B RO B
15. 00 15. 20 15.40 15.60
m/z 85.10 58.49Y%
0 34‘ | i \\ | |11,169 197 225 253 281 309 38
m/z--> 55 100 150 260 2%0 360 3%0 400
Abundance
57
15.00 15.20 15.40 15.60
5000 85 m/z 43.10 44.76%
0 il 113 141 169 197 225 253 205 323 367 “’Vj\’“}u\’j&\“““-«Jﬂﬂ~
m/z--> 55 160 1%0 260 250 360 3%0 400
Abundance #83027: Hexadecane R e EEaE L
57 15.00 15.20 15.40 15.60
m/z 99.10 20.86%
5000 85
29
NN 4113.141 169 197 226
m/z--> 55 100 1%0 260 250 300 3%0 400 1500 1520 1540 15%0 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092116\
Data File : BF090177.D

Acq On : 21 Sep 2016 23:37

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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 .58 3.2 ng 98754 1 6.50 621890 20.0
unknown6 .27 6.27 14.1 ng 439174 1 6.50 621890 20.0
Diethylene glycol... 13.51 3.9 ng 298412 5 13.61 1545770 20.0
Hexadecane 14.13 2.1 ng 162284 5 13.61 1545770 20.0
Tetracosane 15.36 4.1 ng 164978 6 14.94 807337 20.0
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