LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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-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 height area % max. total
1 1.667 4 7 34 rVB 1251425 3032977 100.00% 19.021%
2 4_570 258 261 266 rBvY 60441 90649 2.99% 0.568%
3 5.050 301 303 311 rBVY 377543 418645 13.80% 2.625%
4 6.147 397 399 407 rBVY 456078 481887 15.89% 3.022%
5 6.261 407 409 411 rvvV 523297 504070 16.62% 3.161%
6 6.501 427 430 432 rBVY 465531 664636 21.91% 4.168%
7 6.650 441 443 449 rBV 484985 445476 14.69% 2.794%
8 7.062 477 479 483 rBVY @ 263217 283615 9.35% 1.779%
9 7.130 483 485 487 rVB 47486 46422 1.53% 0.291%
10 7.782 540 542 546 rBvV2 863570 982819 32.40% 6.164%
11 8.502 603 605 607 rvv 113632 122899 4_05% 0.771%
12 8.593 611 613 618 rVB 80356 80584 2.66% 0.505%
13 8.867 635 637 639 rBY 512441 535953 17.67% 3.361%
14 8.970 644 646 648 rvv2 32115 45836 1.51% 0.287%
15 9.119 657 659 662 rBV 47011 68367 2.25% 0.429%
16 9.199 663 666 667 rvv 35769 57355 1.89% 0.360%
17 9.222 667 668 669 rvv 42175 32987 1.09% 0.207%
18 9.267 669 672 674 rVvv 143925 161248 5.32% 1.011%
19 9.313 674 676 678 rvVB 22587 37217 1.23% 0.233%
20 9.393 680 683 684 rBV 35513 49253 1.62% 0.309%
21 9.496 690 692 693 rBv 34364 39147 1.29% 0.246%
22 9.530 693 695 696 rvv 905843 905606 29.86% 5.679%
23 9.553 696 697 700 rvB 35118 51097 1.68% 0.320%
24 9.736 711 713 714 rBvV 45860 59773 1.97% 0.375%
25 9.953 729 732 737 rBV2 78183 184366 6.08% 1.156%
26 10.068 741 742 744 rVB 74469 60680 2.00% 0.381%
27 10.205 751 754 760 rBV3 29861 55202 1.82% 0.346%

28 10.308 761 763 766 rvV 275138 267893 8.83% 1.680%
29 10.468 773 777 780 rBV 63955 120245 3.96% 0.754%

30 10.742 799 801 806 rBv4 20709 51415 1.70% 0.322%
31 10.856 809 811 813 rBV 27031 36572 1.21% 0.229%
32 10.902 813 815 816 rvv2 43980 41608 1.37% 0.261%
33 10.993 821 823 827 rBv2 707454 1014642 33.45% 6.363%
34 11.073 827 830 832 rVB 55222 63205 2.08% 0.396%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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-BF092016 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.325 851 852 855 rvv 39021 36712 1.21% 0.230%
36 11.496 865 867 868 rBvV 45428 44992 1.48% 0.282%
37 11.519 868 869 871 rvv 51789 59278 1.95% 0.372%
38 11.588 871 875 881 rvB2 70018 231022 7.62% 1.449%
39 11.725 886 887 890 rvv 22164 34134 1.13% 0.214%
40 11.793 891 893 899 rvB2 25253 59785 1.97% 0.375%
41 12.113 919 921 926 rVB6 25725 43210 1.42% 0.271%
42 12.193 926 928 932 rBV 325858 318749 10.51% 1.999%
43 12.342 938 941 944 rBV3 20905 35698 1.18% 0.224%
44 12.422 945 948 951 rvv 190394 327334 10.79% 2.053%
45 12.491 952 954 957 rvB2 32637 55606 1.83% 0.349%
46 12.582 960 962 964 rBV 235859 329971 10.88% 2.069%
47 12.845 984 985 990 rVB3 29124 43154 1.42% 0.271%
48 13.062 1001 1004 1008 rBV3 52366 101734 3.35% 0.638%
49 13.131 1008 1010 1012 rBVZ2 41332 60650 2.00% 0.380%

50 13.508 1038 1043 1046 rBvV 243837 303563 10.01% 1.904%

51 13.611 1049 1052 1056 rBV3 689016 1256818 41.44% 7.882%
52 13.748 1062 1064 1067 rBV3 22161 41234 1.36% 0.259%
53 13.816 1068 1070 1073 rVVv2 36774 56313 1.86% 0.353%
54 14.125 1095 1097 1100 rBvV4 86941 131940 4 _.35% 0.827%
55 14.594 1135 1138 1142 rBV 135611 268551 8.85% 1.684%

56 14.834 1157 1159 1161 rBV 86248 93205 3.07% 0.585%
57 14.879 1161 1163 1165 rBV 98974 108715 3.58% 0.682%

58 14.937 1165 1168 1173 rVV 604545 713536 23.53% 4_475%
59 15.348 1202 1204 1206 rBV 59237 95174 3.14% 0.597%

Sum of corrected areas: 15945424
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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

Abundance TIC: BF090193.D
1200000{1{87
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Abundance TIC: BF090193.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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

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 5

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

4_.57 2.73 ng 90649 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 261 (4.570 min): BF090193.D (-258) (-) m/z 43.10 100.00%
a3
59
5000
101
420 4.40 4.60 4.80 5.00
83 207
"'w"'ﬂh'”A"'w“"ﬁ"'w"'w"'w'"w"'w'“" m/z 59.10 66 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RS RN U
59 420 4.40 4.60 4.80 5.00
m/z 101.10 27 .63%
15 4 101
'"W'Whﬂh"*I”"??”'“"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
420 440 4.60 4.80 5.00
5000 M m/z 58.10 18.68%
U I "|"Z% NS ""|1?§"ﬁ4?"'|' T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4—methy|— L LA L L B B |Al L
43 420 4.40 4.60 4.80 5.00
m/z 41.10 7.88%
5000
101
15
27 & T
"“|“m“H"J|'““|?§“i"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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

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 unknown6.26 Concentration Rank 2

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

6.26 15.17 ng 504070 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 409 (6.261 min): BF090193.D (-407) (-) m/z 132.00 100.00%
5000 68
% 600 620 640 660
40 54 : . . .
rer | Ae N — m/z 68.10 37.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
21 51 78 m/z 134.00 33.24%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 660
5000 67 m/z 66.10 22.01%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl EEEm e o e R AREmaE
57 132 6.00 6.20 6.40 6.60
24 m/z 96.10 14 .60%
5000 og 0
SN -NM 8 .p®97.hq ol 158 ..,.1§? SR | SN
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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

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 Dodecane, 2,7,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.47 2.37 ng 120245 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
4 Octane, 2-methyl- 128 C9H20 003221-61-2 64
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 777 (10.468 min): BF090193.D (-773) (-) m/z 57.10 100.00%
71
43
5000 P
13 45 10.20 10.40 10,60 10.80

et e m/z 71.10 88.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-

57

71
43

5000 e
10.20 10.40 10.60 10.80

29 85 m/z 43.10 50.75%
‘ L ‘ 99 113 127 141 155 169 183 197

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
57 7
R E R ERAREREEA S
43 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 36.95%
29
99 112 127 141 .o 184
B B B e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #161093: Sulfurous acid, 2-ethylhexyl nony! ester e B AL R B
57 10.20 10.40 10.60 10.80
71 m/z 41.10 18.82%
5000 43
29
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 20 10 40 10. 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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

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 3,6,9,12-Tetraoxatetradecan... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.51 4.83 ng 303563 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 78
2 2,5,8,11-Tetraoxatridecan-13-yl ... 312 C16H2406 1000366-96-7 78
3 2,2"-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 78
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
5 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 64
Abundance Scan 1043 (13.508 min): BF090193.D (-1038) (-) m/z 105.10 100.00%
195 149
5000
77
T
43 57 13.20 13.40 13.60 13.80
e prrrr e S e 222136 | 165179 199 218 237 260 | sz 149.10  85.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzoate
105 149
5000 D
77 13.20 13.40 13.60 13.80
m/z 77.10 33.22%
1528 Ol | o1 | 122136 | 175 193209 236 267
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260
Abundance
105 149
59 13.20 13.40 13.60 13.80 |
5000 m/z 150.10 8.01%
77
45
15 2 91 | 119133 175 193 209224 253267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl... R e T E e
105 13.20 13.40 13.60 13.80
m/z 106.00 7.83%
149
5000
77
1528 L o1 | 131 | 179103209 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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

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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.10 ng 131940 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 87
4 Octadecane 254 C18H38 000593-45-3 78
5 Pentadecane 212 C15H32 000629-62-9 60
Abundance Scan 1097 (14.125 min): BF090193.D (-1095) (-) m/z 57.10 100.00%
g7
5000 \vvﬁ]\_,~___J\-»-~—j\f~ﬁv“
13.80 14.00 14.20 14.40
m/z 71.10 75.33%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 AU SN B B
13.80 14.00 14.20 14.40
29 m/z 85.10 57.66%
L “ [ 113‘\1?1 (169 197 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000 85 m/z 43.10 57.37%
29
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane R AREE R S
57 13.80 14.00 14.20 14.40
m/z 368.20 36.58%
5000 85
29 113
\‘ | ‘\ ' || \i i ]ﬁll . 169 197 2%6
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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

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 5-Ethyl-5-methylnonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.35 2.67 ng 95174 Perylene-d12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 80
2 Tetradecane 198 C14H30 000629-59-4 80
3 Pentacosane 352 C25H52 000629-99-2 80
4 Octacosane 394 C28H58 000630-02-4 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1204 (15.348 min): BF090193.D (-1202) (-) m/z 57.10 100.00%
g7
5000
113 141 198 266 292311 355 1'50'0I I:I.I52I0I I:I.I54I0I I:I.IS(:‘:()I ol
. .3'. 1 173 215232249 329 /7 71.10 82 497
m/z--> 50 100 150 200 250 300 350
Abundance #153231: 5-Ethyl-5-methylnonadecane
57
5000 85 A DAL SR SR B B
113 15.00 15.20 15.40 15.60
m/z 85.10 57.79%
4 h “ \‘ 138155 183 211 253 281
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.00 15.20 15.40 15.60
5000 a5 m/z 43.10 50.18%
29
113 141 169 198
m/z--> ' s0 100 150 200 250 300 350
Abundance #185533: Pentacosane e REREE
57 15.00 15.20 15.40 15.60
m/z 55.10 20.97%
5000 85
113
20 | Ll Mt 189 194211 239 267 205 323 352
m/z--> 50 100 1%0 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092216\
Data File : BF090193.D

Acq On : 22 Sep 2016 18:09

Operator : UM/SJ

Sample : H4856-14 5X

Misc :

ALS Vial : 6 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_57 2.7 ng 90649 1 6.50 664636 20.0
unknown6 .26 6.26 15.2 ng 504070 1 6.50 664636 20.0
Dodecane, 2,7,10-... 10.47 2.4 ng 120245 4 10.99 1014640 20.0
3,6,9,12-Tetraoxa... 13.51 4.8 ng 303563 5 13.61 1256820 20.0
Heptadecane 14.13 2.1 ng 131940 5 13.61 1256820 20.0
5-Ethyl-5-methyln... 15.35 2.7 ng 95174 6 14.94 713536 20.0
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