LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110116\
Data File : BF090955.D

Aca On 1 Nov 2016 17:15

Operator : UM/SJ

Sample : H5478-01

Misc :

ALS Vial : 9 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-BF102616.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 4.899 243 246 255 rBV 679918 961882 19.15% 2.294%
2 5.333 281 284 287 rBVY 3612683 3752441 74.70% 8.947%
3 6.384 373 376 378 rBVY 3415248 4302846 85.66% 10.260%
4 6.499 384 386 389 rBVY 3129479 4181794 83.25% 9.971%
5 6.739 405 407 409 rBV 797810 933679 18.59% 2.226%
6 6.887 418 420 423 rBVY 2822095 3058330 60.88% 7.292%
7 7.299 454 456 459 rBVY 2061860 2420957 48.19% 5.773%
8 7.413 463 466 471 rVB 82890 148643 2.96% 0.354%
9 8.019 517 519 522 rBVY 1353933 1348935 26.85% 3.216%
10 9.105 611 614 616 rBVY 4664070 5023257 100.00% 11.977%

11 9.493 646 648 651 rBvV 911025 1249078 24.87% 2.978%
12 9.699 662 666 670 rBv2 26934 73433 1.46% 0.175%
13 9.779 670 673 675 rBV 1132228 1579310 31.44% 3.766%
14 10.213 703 711 713 rBV3 62262 129055 2.57% 0.308%
15 10.431 727 730 734 rBV 25898 53766 1.07% 0.128%

16 10.568 739 742 744 rBV 2613915 3226946 64.24% 7.694%
17 10.682 751 752 757 rVB 82571 141350 2.81% 0.337%

18 11.139 789 792 793 rBV 69111 75672 1.51% 0.180%
19 11.253 800 802 805 rBvV 1787106 1626760 32.38% 3.879%
20 11.311 805 807 812 rvB2 25725 58009 1.15% 0.138%

21 12.842 938 941 944 rBV 4388133 4574502 91.07% 10.907%
22 13.745 1017 1020 1030 rBV2 168901 242391 4._.83% 0.578%
23 13.894 1030 1033 1035 rBV 949942 1356619 27.01% 3.235%

24 14.374 1073 1075 1080 rBV 43914 54181 1.08% 0.129%
25 14.740 1105 1107 1109 rVB 49571 64304 1.28% 0.153%
26 14.980 1126 1128 1133 rVB 80388 93527 1.86% 0.223%

27 15.288 1152 1155 1157 rBV 735763 933564 18.58% 2.226%
28 15.722 1190 1193 1195 rBV 130106 204484 4_.07% 0.488%
29 16.705 1275 1279 1283 rBV 32802 69762 1.39% 0.166%

Sum of corrected areas: 41939477
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110116\
Data File : BF090955.D

Aca On : 1 Nov 2016 17:15

Operator : UM/SJ

Sample : H5478-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102616.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: BF090955.D

4000000

5.33
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3000000 6.89
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2000000

1000000
4.90 6.74

7.41
o e e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF090955.D
9|10 12.84
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0 - /\\9. 10.2110.43(1068 1114431 L A

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF090955.D
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2000000

10000004 13-89 15.29
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oA

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\BF110116\
Data File : BF090955.D

Aca On 1 Nov 2016 17:15

Operator : UM/SJ

Sample : H5478-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 20.60 ng 961882 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 246 (4.899 min): BF090955.D (-243) (-) m/z 43.10 100.00%
43
59
5000
1o 460 480 500 520
IR ¥ - P - N A NN B 7 S o R0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL L IS UL
59 460 480 500 520
m/z 101.10 17.83%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
59
460 480 500 520
5000 m/z 58.10 16.62%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T ....,
50 460 480 500 5.20

m/z 41.10 8.62%

5000
41
o W], 53 73 86 |
SN 1 MM SFRN .Y FEENIMEN RN IS E

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090955.D

Aca On 1 Nov 2016 17:15

Operator : UM/SJ

Sample : H5478-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknown6.50 Concentration Rank 1

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

6.50 89.58 ng 4181790 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 386 (6.499 min): BF090955.D (-384) (-) m/z 132.00 100.00%
132
68
5000
40 54 % ' 6.20 640 660 6.80
o 82 |al1s 281 m/z 68.10 52.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2744: 2-Cyclohexen-1-one
68
5000 ANERARSS RAREE BRSNS

6.20 6.40 6.60 6.80

%
40 m/z 66.05 33.22%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 132
L S
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 134.00 33.12%
0 158 189
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- e e e  Eaama
56 132 6.20 6.40 6.60 6.80
m/z 69.10 21.04%
5000
O.E%meMnﬂL.ﬁ?{“.”..W.”w.”.”..”” S —
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090955.D

Aca On 1 Nov 2016 17:15

Operator : UM/SJ

Sample : H5478-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

7.41 2.20 ng 148643 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 45
3 1.4-Dioxane 88 C4H802 000123-91-1 43
4 Hexanamide. 6-(Cheptvloxv)- 229 C13H27NO2 055191-08-7 40
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 33

Abundance Scan 466 (7.413 min): BF090955.D (-463) (-) m/z 73.10 100.00%
73
5000 /\\/L
41
Jﬂ ﬂ 1‘|’1 7.00 7.20 7.40 7.60 7.80
oty b 4 4 m/z 88.10 74.54%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 R S L L
41 7.00 7.20 7.40 7.60 7.80
‘ 101 m/z 57.05 35.84%
oL Ul h‘.h J.”}%g. N,
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.00 7.20 7.40 7.60 7.80
5000 71 m/z 41.10 33.02%
o 109 135155173 214 242 272 294313 355
LI L (L ISULL UL SR SR B
m/z--> 50 100 150 200 250 300 350
Abundance #1981: l,4—Dioxane LA DAL BN B L B
2 7.00 7.20 7.40 7.60 7.80
m/z 55.10 24 _.18%
5000
g 88
o’ Yy
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090955.D

Aca On 1 Nov 2016 17:15

Operator : UM/SJ

Sample : H5478-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 5 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.75 3.57 ng 242391 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90
Abundance Scan 1020 (13.745 min): BF090955.D (-1017) (-) m/z 57.10 100.00%
43 57 83
97

5000

:

13.40 13.60 13.80 14.00
m/z 43.10 87.96%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83

5000

13.40 13.60 13.80 14.00
m/z 55.10 85.63%

125

139153167181196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83 97
e TS
111 13.40 13.60 13.80 14.00
5000 m/z 83.10 84.83%
29 125
15 139154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

EE

13.40 13.60 13.80 14.00
m/z 69.10 79.29%

97

5000

125

r

139153167182196210224 252 280
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090955.D

Aca On 1 Nov 2016 17:15

Operator : UM/SJ

Sample : H5478-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.00 ng 93527 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1128 (14.980 min): BF090955.D (-1126) (-) m/z 57.10 100.00%
57
5000 85 M_,_J\_NJV,,MAKAA_~,~\ﬁL~__
|113 w103 14,60 14.80 15.00 15.20
0 ...rr. M T B o S m/z 71.10 73.76%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 VAR DAL BRI RN
85 1460 1480 15.00 15.20
29 m/z 43.10 54 _73%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.10 50.50%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #136481: Tetracosane R e e
57 14.60 14.80 15.00 15.20
m/z 55.10 21.20%
- 1 \,\J\AAJ\/\A/WW/\%\
29 113
0 | gl T° 141 189 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3%0 ' 1460 1480 1500 1550 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090955.D

Aca On 1 Nov 2016 17:15

Operator : UM/SJ

Sample : H5478-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.72 4.38 ng 204484 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 90
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
Abundance Scan 1193 (15.722 min): BF090955.D (-1190) (-) m/z 57.10 100.00%
5
5000 l
99 15.40 15.60 15.80 16.00
141 : : : :
0 183 281 m/z 71.10 69.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane
57
5000 R O S BN DU
15.40 15.60 15. 80 16.00
99 m/z 43.10 54 _.89Y%
m/z--> 6 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
15.40 15.60 15.80 16.00
5000 m/z 85.10 49 .33%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
miz—-> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #155178: Octacosane BEEEEE S s
57 15.40 15.60 15.80 16.00
m/z 55.10 21.87%
- J\/\/_K/\f\w
99
ol 26 ] |, 4 183 225 281 337 394
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 350 4(')0 4&'30 5(')0 séo 6(|)O 15'40 15. 60 15. 80 16|00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110116\
Data File : BF090955.D

Acq On 1 Nov 2016 17:15

Operator : UM/SJ

Sample : H5478-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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._.90 20.6 ng 961882 1 6.74 933679 20.0
unknown6 .50 6.50 89.6 ng 4181790 1 6.74 933679 20.0
Hexanoic acid, 2-... 7.41 2.2 ng 148643 2 8.02 1348940 20.0
Trichloroacetic a... 13.75 3.6 ng 242391 5 13.89 1356620 20.0
Octacosane 14.98 2.0 ng 93527 6 15.29 933564 20.0
Heneicosane 15.72 4.4 ng 204484 6 15.29 933564 20.0
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