LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013017\

Data File : BF092656.D

Aca On : 31 Jan 2017 1:38 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 11569-05 ELT-SB-03-10-12

ALS Vial : 17 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-BF013017.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 5.162 265 269 278 rVB 1943242 2943970 49.71% 5.790%
2 5.584 302 306 308 rBY 3901854 5623925 94.95% 11.062%
3 6.602 392 395 398 rBY 3823776 5478607 92.50% 10.776%
4 6.727 403 406 409 rBVY 3736136 5414943 91.43% 10.651%
5 6.956 424 426 429 rBV 1235296 1051431 17.75% 2.068%
6 7.116 437 440 442 rBV 4074926 3785301 63.91% 7 .445%
7 7.527 473 476 478 rBVY 3127731 3384745 57.15% 6.657%
8 8.248 536 539 542 rBVY 1442279 1383593 23.36% 2.721%
9 9.333 630 634 636 rBY 4018823 5922768 100.00% 11.649%
10 9.722 665 668 670 rBV 411024 408842 6.90% 0.804%

11 9.928 682 686 690 rvVvB 94012 172171 2.91% 0.339%
12 10.008 690 693 695 rvB 1731326 1709037 28.86% 3.362%
13 10.431 728 730 732 rVB 119711 99638 1.68% 0.196%
14 10.648 746 749 753 rBV 36548 62693 1.06% 0.123%
15 10.796 759 762 765 rBV 2701135 3355230 56.65% 6.599%

16 10.899 770 771 776 rVB 117264 163366 2.76% 0.321%
17 11.356 809 811 812 rBV 81689 108531 1.83% 0.213%
18 11.494 820 823 825 rBV 1852351 1677695 28.33% 3.300%
19 13.082 959 962 964 rBV 4644474 4916224 83.01% 9.670%
20 13.962 1037 1039 1043 rBV 276868 337438 5.70% 0.664%

21 14.134 1051 1054 1056 rVB 1197128 1416244 23.91% 2.786%

22 14.591 1092 1094 1098 rBV 56121 78809 1.33% 0.155%
23 14.900 1117 1121 1125 rBV2 42729 92678 1.56% 0.182%
24 14.980 1125 1128 1130 rBV 113651 130515 2.20% 0.257%
25 15.243 1148 1151 1153 rBV 45443 60882 1.03% 0.120%

26 15.597 1179 1182 1188 rBV 710594 1062167 17.93% 2.089%

Sum of corrected areas: 50841443
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013017\
Data File : BF092656.D

Aca On : 31 Jan 2017 1:38

Operator : SJ/MA

Sample : 11569-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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: BF092656.D

7.12

4000000 5.58

7.53
3000000

2000000 5.16

6.96
1000000

o=y

4.50

5.00
TIC: BF092656.D

Time-->
Abundance

13.08

4000000 9.33

3000000 10.80

2000000 11.49

10.01

1000000

9.72

10.43 J 0.90
o 9. )-4310.6 L/\ 11.3

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance

TIC: BF092656.D

12.50 13.00 13.50

4000000
3000000

2000000

14.13

1000000 15.60

14.59 14148 1524 }\

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\BF013017\
Data File : BF092656.D

Aca On : 31 Jan 2017 1:38

Operator : SJ/MA

Sample : 11569-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.16 56.00 ng 2943970 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 269 (5.162 min): BF092656.D (-265) (-) m/z 43.05 100.00%
43.0
59.1
5000
1oLl 480 500 520 540
Ob et el 890 83 m/z 59.10 57.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 B by s sk
0
150 a0 1010 m/z 101.10 17.25%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 16.17%
41.0
29.0 101.0
0 50.0 73.0  86.0
UL UL SO SR SR UL SURBLEL ILLLELN SR S WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-  RRam e e R
59.0 4.80 500 5.20 5.40
m/z 41.10 9.15%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0 A
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013017\
Data File : BF092656.D

Aca On : 31 Jan 2017 1:38

Operator : SJ/MA

Sample : 11569-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.73 Concentration Rank 1

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

6.73 103.00 ng 5414940 1,4-Dichlorobenzene-d4 6.96
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 406 (6.727 min): BF092656.D (-403) (-) m/z 132.10 100.00%
130.1
5000 68.1
40.1 96|-1 o 6.40 6.60 6.80 7.00
01 R e o S m/z 68.10 45 _52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR SRURE ARRE
6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.42%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.17%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R mam e R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.17%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| T R RREEE S
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\BF013017\
Data File : BF092656.D

Aca On : 31 Jan 2017 1:38

Operator : SJ/MA

Sample : 11569-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Amyl Nitrite Concentration Rank 6

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

9.93 2.01 ng 172171 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvl Nitrite 117 C5H11NO2 000110-46-3 50
2 1.6-Anhvdro-_beta.-D-alucopvrano... 162 C6H1005 000498-07-7 47
3 Heptanoic acid 130 C7H1402 000111-14-8 35
4 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 27
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 22

Abundance Scan 686 (9.928 min): BF092656.D (-682) (-) m/z 57.05 100.00%
57.0
43.1
5000 710
| 85.1
99.1 1131 9.60 9.80 10.00 10.20
0..,....,....,....',“!'.'.,.-.”!-,'....|!!:..,.-:|:.-,...-.",'....,.-...,....,...., m/z 60.00 84._12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8234: Amy| Nitrite
29.0 410 57.0
5000
7.0 9.60 9.80 10.00 10.20
m/z 43.10 59.49%
ol 150 ‘\ ‘ Lm0 100 170
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60.0
960 9.80 10.00 10.20
5000 m/z 71.05 36.71%
73.0
29.0
o 19.0 43.0 g5.0 980
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12979: Heptanoic acid
60.0 9.60 9.80 10.00 10.20
m/z 73.00 27 .50%
5000 73.0
o70 410
87.0
0 H M‘\ Lyl ] 10104130 1300
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013017\
Data File : BF092656.D

Aca On : 31 Jan 2017 1:38

Operator : SJ/MA

Sample : 11569-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 4.77 ng 337438 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
3 1-Nonadecanol 284 C19H400 001454-84-8 91
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1039 (13.962 min): BF092656.D (-1037) (-) m/z 57.05 100.00%
57.
- __/\\_LL\
VN NN SR SUNLRE
139.2 13.60 13.80 14.00 14.20
Obrrrprrrrlird 16711011 281.2 m/z 43.10 90.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester
43.0
69.0
5000 RN NN SN SUNI I
13.60 13.80 14.00 14.20
m/z 55.10 86.17%
. I 1250  169.0  210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
13.60 13.80 14.00 14.20
5000 1110 m/z 83.10 77.28%
29.0

139.0 168.0  210.0 238.0 2660 295.0

—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108955: 1-Nonadecanol R T TR
43.0 83.0 13.60 13.80 14.00 14.20

m/z 69.05 73 .35%

5000

!

139.0 168.0 196.0  238.0 266.0

180‘ L “n \‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013017\
Data File : BF092656.D

Aca On : 31 Jan 2017 1:38

Operator : SJ/MA

Sample : 11569-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.46 ng 130515 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 80
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 1128 (14.980 min): BF092656.D (-1125) (-) m/z 69.10 100.00%
6d.1
5000
137.2 LN N IR I
14.60 14.80 15.00 15.20
ob b dy 282 2821 “m/z 81.10 56.59%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69.0
5000 AU AR R
14.60 14.80 15.00 15.20
m/z 41.10 24 _.60%
137.0
Ozﬂ |,y ], 1910 273.0 3410 410.0
mz-> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
1460 14.80 15.00 1520
5000 m/z 95.05 14 .69%
137.0
ol 27.0 191. 0 273 0 3410 410 0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... R B R
69.0 14.60 14.80 15.00 15.20
m/z 137.20 14 .09%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 550 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013017\
Data File : BF092656.D

Acq On : 31 Jan 2017 1:38

Operator : SJ/MA

Sample : 11569-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.16 56.0 ng 2943970 1 6.96 1051430 20.0
unknown6.73 6.73 103.0 ng 5414940 1 6.96 1051430 20.0
Amyl Nitrite 9.93 2.0 ng 172171 3 10.01 1709040 20.0
Heptafluorobutyri... 13.96 4.8 ng 337438 5 14.13 1416240 20.0
Squalene 14.98 2.5 ng 130515 6 15.60 1062170 20.0
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