LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122515\
Data File : BF084137.D

Aca On : 25 Dec 2015 19:15

Operator : UM/SJ

Sample : G4961-06

Misc :

ALS Vial : 54 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-BF122415.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 4.978 251 253 264 rBB 203078 288642 15.64% 2.108%
2 5.424 289 292 294 rBVY 1011100 1431951 77.58% 10.458%
3 6.453 380 382 385 rBVY 1309409 1343937 72.81% 9.815%
4 6.567 390 392 395 rBVY 1245340 1490048 80.73% 10.882%
5 6.796 410 412 415 rBV 358324 300920 16.30% 2.198%

6 6.956 424 426 428 rBV 1372150 1310646 71.01% 9.572%
7 7.367 459 462 464 rBvV 986094 1044130 56.57% 7.626%
8 8.076 522 524 527 rBV 276253 382918 20.75% 2.797%
9 9.162 616 619 621 rBV 1935569 1845758 100.00% 13.480%
10 9.550 652 653 656 rBv 212714 212690 11.52% 1.553%
11 9.836 675 678 680 rBvV 449971 428588 23.22% 3.130%
12 10.270 714 716 718 rVB 42400 33686 1.83% 0.246%
13 10.488 732 735 738 rBV 12567 23033 1.25% 0.168%
14 10.625 744 747 749 rBV 988042 971465 52.63% 7.095%
15 10.739 755 757 762 rBV 44239 57180 3.10% 0.418%
16 11.185 795 796 798 rBV 21237 22766 1.23% 0.166%
17 11.310 806 807 810 rBV 286590 404949 21.94% 2.957%
18 12.728 928 931 932 rBV 19025 21485 1.16% 0.157%
19 12.773 932 935 943 rVB4 9847 28948 1.57% 0.211%

20 12.899 943 946 948 rBV 1451364 1311520 71.06% 9.578%

21 13.802 1022 1025 1031 rBV2 50679 86600 4.69% 0.632%
22 13.951 1036 1038 1041 rBV 318538 311927 16.90% 2.278%
23 15.368 1160 1162 1169 rBV 189118 291824 15.81% 2.131%

24 17.437 1337 1343 1347 rBV6 7288 22924 1.24% 0.167%
25 19.106 1484 1489 1495 rVB6 5980 23853 1.29% 0.174%
Sum of corrected areas: 13692388
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084137.D

Aca On - 25 Dec 2015 19:15

Operator : UM/SJ

Sample : G4961-06

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA F\METHODS\8270-BF122415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084137.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084137.D

Aca On : 25 Dec 2015 19:15

Operator : UM/SJ

Sample : G4961-06

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122415._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.98 19.18 ng 288642 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 253 (4.978 min): BF084137.D (-251) (-) m/z 43.10 100.00%
43
59
5000
101
460 480 500 520 5.40
AL sl 8 ;
) R R SR AN AR AR RARRA RARAN AARAN LA SALRS ARSI RARRY m/z 59.10 68.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL S S
59 460 4.80 5.00 520 5.40
m/z 101.10 27 .65%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 16.47%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone B R e B Eamms s
59 460 4.80 5.00 5.20 5.40
m/z 41.10 10.62%
5000 43
31
15 ‘ | ‘\ ! 69 8\7
S R R R SRS AN ARAR RRARA RARSA RARAN LARAN LALA RALRS RS RARRY AL S RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084137.D

Aca On : 25 Dec 2015 19:15

Operator : UM/SJ

Sample : G4961-06

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122415._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.57 Concentration Rank 1

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

6.57 99.03 ng 1490050 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 392 (6.567 min): BF084137.D (-390) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 ? 104 6.20 640 6.60 6.80 7.00
54 62 : : : :
T A ,.-:.-.|,....,..5.‘?,....,.'!..,....,...., |- m/z 68.10 43.19%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RN AR AR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 31.92%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 28.97%
63 81
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e R R e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.76%
5000
33 44 0 g7 105
0""I'L"I""?%"'iq"'l' '1ﬁ' ﬁ? |"J'|'J”' }}EI""I T RSN R L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084137.D

Aca On : 25 Dec 2015 19:15

Operator : UM/SJ

Sample : G4961-06

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122415._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.82 ng 57180 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 757 (10.739 min): BF084137.D (-755) (-) m/z 57.10 100.00%
57
5000 85
13 1 10.40 10.60 10.80 11.00
ol — Ay m/z 71.10 67.18%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85
10.40 10.60 10.80 11.00
29 m/z 43.10 63.90%
oLl h || (M3 141 169 107 225 253 281 300 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.10 46.61%
85
29
0 113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane
57 10.40 10.60 10.80 11.00
m/z 41.10 34.12%
5000 85
29
m/z--> 50 100 150 200 250 300 350 ' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084137.D

Aca On : 25 Dec 2015 19:15

Operator : UM/SJ

Sample : G4961-06

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122415._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 5.55 ng 86600 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 83
2 1-Nonadecene 266 C19H38 018435-45-5 76
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 74
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 72
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 68
Abundance Scan 1025 (13.802 min): BF084137.D (-1022) (-) m/z 57.05 100.00%
57
5000 111 W
139 Lo 13.40 13.60 13.80 14.00 14.20
Ot ...Hh...ﬁ...,.”.,...w....,”..,.”., m/z 43.10 76.17%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000 LR SRR DU BN B
Bmmmmmmmmm
29 125 m/z 83.05 70.70%
ob ik “ “H \‘H m\u u‘u “\. b ?1?99‘?36 267292320 348 376 406 434 462 490
miz--> 0 50 250 300 350 400 450
Abundance
43 97
69 U BB AR RN R R
13.40 13.60 13.80 14.00 14.20
5000 m/z 71.10 67.66%
125
o115 154 182 210 238 266
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #152927: Trichloroacetic acid, hexadecy! ester
3 13.40 13.60 13.80 14.00 14.20
69 m/z 97.10 67.08%
97
5000
0! R B
miz--> 0 50 100 150 200 250 300 350 400 450 13.40 13. 60 13 I80 14'00 14. 20

8270-BF122415.M Tue Dec 29 10:26:37 2015 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122515\
Data File : BF084137.D

Acq On : 25 Dec 2015 19:15

Operator : UM/SJ

Sample - G4961-06

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415._M
Quant Title : 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._.98 19.2 ng 288642 1 6.80 300920 20.0
unknown6 .57 6.57 99.0 ng 1490050 1 6.80 300920 20.0
Octacosane 10.74 2.8 ng 57180 4 11.32 404949 20.0
17-Pentatriacontene 13.80 5.5 ng 86600 5 13.95 311927 20.0
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