LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\

Data File : BF084973.D

Aca On : 10 Feb 2016 1:03 Instrument :
Operator : SJ/1Z BNA_F

Sample - H1377-09 ClientSampleld :
Misc - SB05-1-2

ALS Vial : 28 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-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 heiaht area % max. total
1 4.773 232 235 247 rVB 816283 1230241 26.02% 2.969%
2 5.230 272 275 277 rBV 2928231 4255362 89.99% 10.270%
3 6.293 364 368 370 rBVY 3690675 4726690 99.96% 11.407%
4 6.407 375 378 380 rBVY 3284641 4347645 91.94% 10.492%
5 6.636 395 398 400 rBV 827701 1007279 21.30% 2.431%
6 6.784 409 411 414 rVB 2873012 2924421 61.85% 7.058%
7 7.207 445 448 450 rBY 2636274 2996247 63.36% 7.231%
8 7.916 508 510 513 rBVY 1425833 1367104 28.91% 3.299%
9 9.002 602 605 607 rBY 4623995 4728627 100.00% 11.412%
10 9.402 637 640 642 rBV 738690 748856 15.84% 1.807%

11 9.619 656 659 661 rBvV 117798 116397 2.46% 0.281%
12 9.665 661 663 666 rvB 1623287 1554089 32.87% 3.751%
13 9.848 675 679 682 rBv2 28267 66648 1.41% 0.161%
14 10.110 700 702 704 rvVB 161857 163975 3.47% 0.396%
15 10.328 718 721 725 rBV 57435 106579 2.25% 0.257%

16 10.453 729 732 735 rVB 2922341 2885023 61.01% 6.962%
17 10.579 742 743 748 rBV 125166 192007 4._.06% 0.463%
18 11.139 790 792 795 rBV 1406838 1460189 30.88% 3.524%
19 12.728 928 931 934 rBV 3340652 3944448 83.42% 9.519%
20 13.642 1008 1011 1020 rBV 52871 107812 2.28% 0.260%

21 13.768 1020 1022 1025 rBV 1271603 1174978 24.85% 2.836%
22 15.128 1138 1141 1144 rBV 693332 861918 18.23% 2.080%

23 15.551 1175 1178 1180 rBV 38579 60320 1.28% 0.146%

24 15.962 1211 1214 1219 rBV 47099 94181 1.99% 0.227%

25 16.465 1254 1258 1261 rBV 42467 85469 1.81% 0.206%

26 17.048 1305 1309 1315 rVB 39694 90770 1.92% 0.219%

27 17.734 1365 1369 1375 rBV2 26087 75371 1.59% 0.182%

28 18.557 1437 1441 1449 rVB4 20990 64152 1.36% 0.155%
Sum of corrected areas: 41436798
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084973.D

Aca On : 10 Feb 2016 1:03

Operator : SJ/1Z

Sample : H1377-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084973.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084973.D

Aca On : 10 Feb 2016 1:03

Operator : SJ/1Z

Sample : H1377-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.

4.77 24 .43 ng 1230240 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 235 (4.773 min): BF084973.D (-232) (-) m/z 43.10 100.00%
43
59
5000
1 440 460 4.80 5.00 5.20
o...,....,....,..??','::..,??.'.,...‘??....,??..,....~,|....,. m/z 59.10 59.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LR LR LS R
440 460 4.80 5.00 5.20
m/z 101.10 18.32%
15 31 101
0 | 25 7 37, 53, 83
miz--> e e A AT SSaB I
Abundance
43
- 440 460 4.80 5.00 5.20
5000 m/z 58.10 14 .93%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- A A .
59 440 460 480 500 520
m/z 41.10 9.06%
5000
41
Oy "I'"H‘”""“lk"'l??"i' "'I??"I' ?p'l""l""'l' ARRARE RN RARNE RSN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084973.D

Aca On : 10 Feb 2016 1:03

Operator : SJ/1Z

Sample : H1377-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.41 Concentration Rank 1

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

6.41 86.32 ng 4347650 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 378 (6.407 min): BF084973.D (-375) (-) m/z 132.00 100.00%
5000
68
0 3 | 7o P | oo o5 o 5
Ob il L7 87 L3505 “m/z 134.00  34.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I SRS R R
6.00 620 6.40 6.60 6.80
2 51 78 m/z 68.10 31.51%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
T
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 20.24%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e B A Amman b
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.10 13.54%
5000 og M°
o L 8 I‘;ﬂm,\,\‘l,,m, s 189 N | I
m/z--> 40 60 80 100 120 140 160 180 600 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084973.D

Aca On : 10 Feb 2016 1:03

Operator : SJ/1Z

Sample : H1377-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.58 2.63 ng 192007 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 83
4 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 53
5 Heptacosane 380 C27H56 000593-49-7 50

Abundance Scan 743 (10.579 min): BF084973.D (-742) (-) m/z 57.05 100.00%

g7

5000

10.20 10.40 10.60 10.80

0 m/z 43.10 73.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LI L L L L L L L L L LB}

8 10.20 10.40 10.60 10.80
> m/z 71.10 50.29%

29
0 N w 99 113127141155169183197 226
-
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
e A R
- 10.20 10.40 10.60 10.80
5000 m/z 85.10 34.40%
85
29
. 99 113127141155169 282
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45553: Dodecane, 2-methyl- e RN Ry ]
48 57 10.20 10.40 10.60 10.80
m/z 41.05 34 .38%
5000 71
29 85
IR 1310719 101
e B R e i Mta A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084973.D

Aca On : 10 Feb 2016 1:03

Operator : SJ/1Z

Sample : H1377-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.19 ng 94181 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Octacosane 394 C28H58 000630-02-4 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Tritetracontane 605 C43H88 007098-21-7 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 1214 (15.962 min): BF084973.D (-1211) (-) m/z 57.10 100.00%
57
5000 85
L ms o o 15160 15,80 16,00 1620
ob— e e e e O B O m/z 71.10 62.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 L DURELR UL UGN SURLE B
15. 60 15. 80 16. oo 16.20
29 113 m/z 43.10 49 _.77%
0 \‘ ‘L h H\ h h‘ u‘ 1 \1\169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3éo 460 !
Abundance
57
15,60 15.80 16.00 16.20
5000 g5 m/z 85.10 45 .83%
29
o 113 141 169 197 225 253 281 309 337 365 394
UBLELNLE UL UL UURLELELN BRI UURLELELA SURLELEL SURLELEL SURLELL
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57 15.60 15.80 16.00 16.20
m/z 55.05 27 .18%
5000
85
29 113 141
o ‘ ] BTy 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 3éo 460 ! 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084973.D

Aca On : 10 Feb 2016 1:03

Operator : SJ/1Z

Sample : H1377-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.05 2.11 ng 90770 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Tetratriacontane 479 C34H70 014167-59-0 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1309 (17.048 min): BF084973.D (-1305) (-) m/z 57.10 100.00%
57
IR SR SUNR SRR B
141 169 355 16.80 17.00 17.20 17.40
ol k] l|'| s’ N m/z 71.05 65.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane
57
5000 85 LR UL B B
mmﬂmﬂmﬂm
113 m/z 43.10 51.22%
oL 2 |y T 360 211 239 267 295 323 352
m/z--> §o 160 1éo 260 2%0 360 3éo 460
Abundance
57
"' 16.80 17.00 17.20 17.40
5000 85 m/z 85.10 44 _95Y%
29 113 44
0 169 197 225 253 281 309 337 365 394
m/z--> §o 160 150 260 250 360 3éo 460
Abundance #160628: Triacontane
57 16.80 17.00 17.20 17.40
m/z 99.10 22.69%
5000 85
113 141
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> % mo @ 2& 250 ﬁ 3% ﬁo mmﬂmﬂmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020916\
Data File : BF084973.D

Acq On : 10 Feb 2016 1:03

Operator : SJ/1Z

Sample : H1377-09

Misc :

ALS Vial : 28 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]
2-Pentanone, 4-hy... 4.77 24 .4 ng 1230240 1 6.64 1007280 20.0
unknown6 .41 6.41 86.3 ng 4347650 1 6.64 1007280 20.0
Hexadecane 10.58 2.6 ng 192007 4 11.14 1460190 20.0
Heneicosane 15.96 2.2 ng 94181 6 15.13 861918 20.0
Pentacosane 17.05 2.1 ng 90770 6 15.13 861918 20.0
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