LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\

Data File : BF092498.D

Aca On - 26 Jan 2017 1:10 Instrument :
Operator : SJ/MA ?:'l\:gﬁ't:Sam ol
3?22'6 i 11351-03 CASSB@lE&?O
ALS Vial : 33 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-BF012417 .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 3.390 112 114 124 rBV 21222 73350 1.43% 0.158%
2 4.818 238 239 246 rVB 33138 53434 1.04% 0.115%
3 5.161 266 269 278 rVB 1501814 2077638 40.63% 4_467%
4 5.561 301 304 307 rBVY 3224187 4792453 93.71% 10.305%
5 6.590 391 394 397 rBY 3927814 4729805 92.48% 10.170%
6 6.727 404 406 409 rBV 3320199 4674563 91.40% 10.051%
7 6.967 424 427 429 rBVY 1035653 932864 18.24% 2.006%
8 7.127 438 441 443 rVB 3313988 3661826 71.60% 7.874%
9 7.527 473 476 479 rBV 2310010 2981827 58.31% 6.412%
10 8.259 537 540 542 rBVY 1348073 1264781 24.73% 2.720%

11 9.345 631 635 637 rBV 4589463 5114147 100.00% 10.997%
12 9.733 666 669 672 rBvV 997830 876345 17.14% 1.884%
13 10.019 691 694 697 rBV 1505921 1371538 26.82% 2.949%
14 10.430 728 730 731 rBV 62442 59845 1.17% 0.129%
15 10.453 731 732 734 rVB 85898 66377 1.30% 0.143%

16 10.808 760 763 766 rBV 2302845 2828368 55.30% 6.082%
17 10.933 771 774 778 rVB 78266 145141 2.84% 0.312%
18 11.379 810 813 814 rBV 129594 115651 2.26% 0.249%
19 11.505 822 824 827 rBV 1458722 1371589 26.82% 2.949%

20 11.733 842 844 848 rBV 73922 89339 1.75% 0.192%
21 11.802 848 850 853 rBvV 135578 125833 2.46% 0.271%
22 12.042 869 871 872 rBV 56018 65259 1.28% 0.140%
23 12.213 884 886 888 rvB 107200 87648 1.71% 0.188%
24 13.105 961 964 966 rBV 4253873 4978184 97.34% 10.704%
25 13.574 999 1005 1011 rBV2 34709 96955 1.90% 0.208%

26 13.997 1039 1042 1047 rBV 168377 210006 4.11% 0.452%
27 14.145 1053 1055 1058 rBV 1547835 1412365 27.62% 3.037%

28 14.625 1093 1097 1104 rBV2 25744 55741 1.09% 0.120%
29 14.911 1120 1122 1129 rBV 727213 899930 17.60% 1.935%
30 15.014 1129 1131 1135 rVB 42008 61177 1.20% 0.132%

31 15.620 1181 1184 1187 rBV 896726 1232320 24.10% 2.650%

Sum of corrected areas: 46506299
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\

Data File : BF092498.D

Aca On - 26 Jan 2017 1:10

Operator : SJ/MA

ﬁ?ggle i 11351-03 CAS-SB-01-68-70
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .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: BF092498.D

4000000 6.59

556 6.73 7.13

3000000
7.53

2000000
5.16

6.97
1000000

3.39 4.82 |

ot

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: BF092498.D

4000000

3000000

10.81

2000000

8.26 10.02 11.50

1000000

| 1045 10.93 11.3 11%3;\3‘3012.01%-21 13.57

e T L e 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: BF092498.D

4000000

3000000

2000000

14.15

1000000 15.62

ot

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:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092498.D

Aca On - 26 Jan 2017 1:10

Operator : SJ/MA

ﬁ?ggle i 11351-03 CAS-SB-01-68-70
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.16 44 .54 ng 2077640 1,4-Dichlorobenzene-d4 6.97
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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 269 (5.161 min): BF092498.D (-266) (-) m/z 43.10 100.00%
43.1
59.1
5000
| 601 831 10|1'1 480 500 520 540
ot e e e R e e m/z 59.10 54.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 2B by s sk
0
150 a0 1010 m/z 58.10 16.39%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 101.10 15.78%
410 101.0
o 15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-  REam e R RaE
54.0 4.80 5.00 5.20 5.40
m/z 41.10 8.61%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘\ \‘ SO'Q H‘ : . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092498.D

Aca On - 26 Jan 2017 1:10

Operator : SJ/MA

ﬁ?ggle i 11351-03 CAS-SB-01-68-70
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

6.73 100.22 ng 4674560 1,4-Dichlorobenzene-d4 6.97
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 406 (6.727 min): BF092498.D (-404) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 sy || BT Th o8 o 7ho
Obrr e pree bbbt e 85,0 L 070 WL m/z 68.10 46.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 SRR SR U AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 31.83%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 30.15%
104.0
ol 140 27.0 390 5.0 660 770 g9, 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.48%
5000
63.0 81.0
31.0 50.0 ‘ 101.0112.0
0|||||||||||||||||||||‘|l|||||‘|||||||||||||||‘||||||| T — —t — S— —T
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 aho a%o a%o 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092498.D

Aca On - 26 Jan 2017 1:10

Operator : SJ/MA

ﬁ?ggle i 11351-03 CAS-SB-01-68-70
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.93 2.12 ng 145141 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Eicosane 282 C20H42 000112-95-8 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 774 (10.933 min): BF092498.D (-771) (-) m/z 57.10 100.00%
57.1
5000
85.1
. 10060 10,80 1,00 1120
ol ol by A4  m/z 71.10 61.09%
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane
57.0
85.0 10.60 10.80 11.00 11.20
29.0 m/z 43.10 57.49Y%
: 13.0
0 .“. "“|“" \l\ .“ : ‘\’Il A .. . I‘l?sloll8l3|0|21|2|0| : —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.10 35.26%
85.0
29.0
0 113.0 155.0183.0 226.0
m/z--> §o 160 1%0 200 250 360 3éo
Abundance #151556: Heptacosane BT e
57.0 10.60 10.80 11.00 11.20
m/z 41.10 25.77%
5000
85.0
0 2900 | | | 1130 15501830 22502530 29508230  380.0
m/z--> 5'0 1(')0 1&1,0 2(')0 2&1;0 3(')0 3&'30 10.|60 10.I80 11.'00 11.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092498.D

Aca On - 26 Jan 2017 1:10

Operator : SJ/MA

ﬁ?ggle i 11351-03 CAS-SB-01-68-70
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 5
R.T. EstConc Area Relative to ISTD R.T.
14 .00 2.97 ng 210006 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 1-Nonadecene 266 C19H38 018435-45-5 83
3 1-Heptadecanol 256 C17H360 001454-85-9 83
4 1-Tetracosanol 354 C24H500 000506-51-4 80
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 80
Abundance Scan 1042 (13.997 min): BF092498.D (-1039) (-) m/z 57.10 100.00%
-
83.1
5000
111.1
| 1391 1910 13.60 13.80 14.00 14.20 14.40
Obrrrrerrftre m/z 55.10 85.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 NNV IR I
29.0 13.60 13.80 14.00 14.20 14.400
125.0 m/z 43.10 83.72%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 97.0
69.0 LRI SURIUL SURIL B
13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 77 .63%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92320: 1-Heptadecanol e m et EE N E R
550 g3 13.60 13.80 14.00 14.20 14.40
' m/z 97.10 64.02%
5000
111.0
0 139.0 168.0  210.0 238.0 1@ A pon
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 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092498.D

Aca On - 26 Jan 2017 1:10

Operator : SJ/MA

ﬁ?ggle i 11351-03 CAS-SB-01-68-70
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.91 14.61 ng 899930 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 90
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 78
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 64
4 7-Nonenamide 155 C9H17NO 090949-53-4 64
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
Abundance Scan 1122 (14.911 min): BF092498.D (-1120) (-) m/z 59.10 100.00%
5000
126.1 14.60 14.80 15.00 15.20
o 154.2 184.2210.3 240.2 294.3320.3 n/z 72.10 61.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 R UM B BURLE U
14 60 14. 80 15.00 15.20
m/z 55.10 53.53%
b 20 B0 000 1840 2200 2530710
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
14.60 14.80 15.00 1520
5000 m/z 41.10 35.05%
137.0
86.0 112.0
o 165.0193.0  240.0267.0294.0 337.0
R AR LR LR RS LA AN LR LN RARAS LA RARAN LN LSRN RARAN AR RARRN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127468: Pentadecanamide, 15-bromo- T T T
54.0 14. 60 14. 80 15. oo 15. 20
m/z 43.10 34.28%
5000 JAKV_
240.0
0 29.0 | 860 114014201700 2120 | 2780 3210
m/z--> 2'0 4'0 6|0 8|O 100 120 140 160 180 200 220 240 260 280 300 320 340 14 60 14. 80 15. oo 15'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012517\

Data File : BF092498.D

Acq On : 26 Jan 2017 1:10

Operator : SJ/MA

3?22'6 i 11351-03 CAS-SB-01-68-70
ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.16 44.5 ng 2077640 1 6.97 932864 20.0
unknown6.73 6.73 100.2 ng 4674560 1 6.97 932864 20.0
Pentadecane 10.93 2.1 ng 145141 4 11.50 1371590 20.0
1-Docosene 14.00 3.0 ng 210006 5 14.15 1412370 20.0
9-Octadecenamide, ... 14.91 14.6 ng 899930 6 15.62 1232320 20.0
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