LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081927.D

Aca On : 1 Oct 2015 3:55

Operator : UM/I1Z

Sample : 63846-02

Misc :

ALS Vial : 18 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-BF092815.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 5.097 256 259 269 rVB 840423 1436519 48.62% 5.598%
2 5.509 292 295 297 rBV 2463891 2534294 85.78% 9.877%
3 6.537 382 385 387 rBVY 2238286 2448060 82.86% 9.541%
4 6.674 394 397 399 rBVY 2737919 2720181 92.07% 10.601%
5 6.903 415 417 420 rBV 556987 611839 20.71% 2.384%
6 7.063 428 431 433 rBVY 2470329 2214439 74.96% 8.630%
7 7.440 462 464 465 rBV 31554 30600 1.04% 0.119%
8 7.474 465 467 469 rBV 1613027 1589540 53.80% 6.195%
9 7.703 486 487 493 rVB2 30993 31403 1.06% 0.122%
10 8.195 527 530 532 rBV 791742 789287 26.72% 3.076%

11 9.269 621 624 626 rBVY 3189545 2954347 100.00% 11.514%
12 9.383 632 634 644 rVB3 9994 30846 1.04% 0.120%
13 9.658 656 658 661 rBvY 465441 628953 21.29% 2.451%
14 9.943 681 683 686 rBvV 775313 804419 27.23% 3.135%

15 10.366 717 720 722 rBV 43458 61625 2.09% 0.240%
16 10.732 750 752 755 rBV2 1268378 1458764 49.38% 5.685%
17 10.846 760 762 767 rVB 78250 92146 3.12% 0.359%
18 11.292 799 801 802 rBV 62883 49979 1.69% 0.195%
19 11.429 811 813 816 rBV 546030 627833 21.25% 2.447%
20 12.835 934 936 938 rVB 37055 31211 1.06% 0.122%
21 12.915 938 943 945 rBV2 28636 33440 1.13% 0.130%

22 13.018 950 952 955 rBV 2094956 2307700 78.11% 8.994%
23 13.909 1028 1030 1038 rBV 169711 245308 8.30% 0.956%
24 14.069 1042 1044 1052 rVvVv 594721 764119 25.86% 2.978%

25 14.229 1056 1058 1060 rBV 31339 31367 1.06% 0.122%
26 14.538 1082 1085 1092 rBV 40833 64922 2.20% 0.253%
27 14.835 1109 1111 1113 rBV 25558 40869 1.38% 0.159%
28 15.178 1138 1141 1144 rBV 25731 32272 1.09% 0.126%
29 15.532 1169 1172 1178 rBV 517154 764735 25.89% 2.980%
30 16.035 1213 1216 1220 rBvV4 23728 57962 1.96% 0.226%
31 16.470 1251 1254 1259 rBV3 24865 55421 1.88% 0.216%
32 17.544 1344 1348 1354 rBvV4 19572 66043 2.24% 0.257%
33 20.939 1641 1645 1652 rVB7 12908 49042 1.66% 0.191%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081927.D

Aca On : 1 Oct 2015 3:55

Operator : UM/I1Z

Sample : 63846-02

Misc :

ALS Vial : 18 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 25659485
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081927.D

Aca On : 1 Oct 2015 3:55

Operator : UM/I1Z

Sample = 63846-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081927.D

Aca On : 1 Oct 2015 3:55

Operator : UM/I1Z

Sample = 63846-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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.

5.10 46.96 ng 1436520 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
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 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 259 (5.097 min): BF081927.D (-256) (-) m/z 43.10 100.00%

43
59
5000
101

480 500 520 540

83
o...,....,....,...37.','....,??!.,...‘??....,....,...:,|....,. m/z 59.10 63.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LIS L L L L L L L LB
480 5.00 5.20 5.40
59 m/z 101.10 19.89%
101
0 21 37| 53 ‘ 67 77 83 o1 |
T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R e L
57 4.80 5.00 520 5.40
5000 m/z 58.10 16.56%

29 101
o 15 37 51 73 83 95
L BN s e e e A EEE R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

480 5.00 520 5.40
m/z 41.10 8.66%
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41
0 [yl 1 ‘\‘\ 53‘\\\ 73 86 ‘
LI L L B L I L B L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081927.D

Aca On : 1 Oct 2015 3:55

Operator : UM/I1Z

Sample = 63846-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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 unknown6.67 Concentration Rank 1

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

6.67 88.92 ng 2720180 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 397 (6.674 min): BF081927.D (-394) (-) m/z 132.10 100.00%
5000 68
40 %6 " 640 6.60 6.80 7.00
54 . . : :
0 g8 lswr ) "n/z 68.10 41.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RS SR LR U
6.40 6.60 6.80 7.00
2 51 m/z 134.10 33.25%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 27 .31%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 L
Abundance #48639: Tranylcypromine-propiony! N BRI m s s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.68%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081927.D

Aca On : 1 Oct 2015 3:55

Operator : UM/I1Z

Sample = 63846-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.85 2.94 ng 92146 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 762 (10.846 min): BF081927.D (-760) (-) m/z 57.10 100.00%
57
43 71
5000

10.60 10.80 11.00 11.20

o m/z 43.10 62 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L L L L L L L
85 10. 60 10. 80 11. OO 11. 20
29 m/z 71.10 62.00%
o S
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R e AR e
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 39.22%
29
015 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 57 10.60 10.80 11.00 11.20
m/z 41.10 27.62%
5000 &
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29
o | L L “ 99113127141155169183197 226
e e e e e e e e e R R RAREE RSN e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081927.D

Aca On : 1 Oct 2015 3:55

Operator : UM/I1Z

Sample = 63846-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.91 6.42 ng 245308 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 1-Octadecene 252 C18H36 000112-88-9 87
Abundance Scan 1030 (13.909 min): BF081927.D (-1028) (-) m/z 57.05 100.00%
g7
83
5000 4]
| 13.60 13.80 14.00 14.20
Ot m/z 43.10 84 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 R BN BN R
29 13. 60 13 80 14.00 14.20
15 m/z 55.10 80.62%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 UL BN SR I
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 75.14%
27 125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecy! ester AR e e
13.60 13.80 14.00 14.20
m/z 97.10 64 .29%
)} A s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF093015\
Data File : BF081927.D

Acq On : 1 Oct 2015 3:55

Operator : UM/1Z

Sample - G3846-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.10 47.0 ng 1436520 1 6.90 611839 20.0
unknown6 .67 6.67 88.9 ng 2720180 1 6.90 611839 20.0
Eicosane 10.85 2.9 ng 92146 4 11.43 627833 20.0
1-Docosene 13.91 6.4 ng 245308 5 14.07 764119 20.0
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