LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011316\
Data File : BF084452.D

Aca On : 13 Jan 2016 20:13

Operator : SJ/UM

Sample : H1115-05

Misc :

ALS Vial : 9 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-BF123115.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 5.024 254 257 270 rVB 2173727 3138982 43.10% 4_.431%
2 5.447 291 294 296 rBVY 6956136 7283775 100.00% 10.281%
3 5.836 326 328 331 rBV 109593 110824 1.52% 0.156%
4 6.476 381 384 387 rVB 5762389 6647672 91.27% 9.383%
5 6.601 392 395 398 rBY 6593598 6704558 92.05% 9.464%
6 6.830 413 415 417 rBVY 1868304 1534143 21.06% 2.165%
7 6.990 426 429 431 rBV 6361473 5790820 79.50% 8.174%
8 7.402 462 465 467 rBV 4672883 5283379 72.54% 7.458%
9 7.504 470 474 480 rBV 166522 300767 4.13% 0.425%
10 7.859 503 505 508 rBV 67033 74184 1.02% 0.105%
11 8.030 516 520 525 rBV 59099 72905 1.00% 0.103%

12 8.122 525 528 530 rBV 1835621 2088832 28.68% 2.948%
13 9.196 619 622 625 rBVY 7365719 7220033 99.12% 10.191%
14 9.596 654 657 659 rBV 1912307 1988470 27.30% 2.807%
15 9.813 673 676 678 rBvV 104369 143452 1.97% 0.202%

16 9.870 678 681 683 rBvV 2713285 2364835 32.47% 3.338%
17 10.305 718 719 721 rVB 265821 218390 3.00% 0.308%
18 10.522 735 738 742 rBV 79684 143811 1.97% 0.203%
19 10.659 747 750 753 rBV 4575077 5001539 68.67% 7.060%
20 10.785 759 761 765 rBV 176145 330666 4._.54% 0.467%

21 10.968 775 777 782 rVB3 31911 75941 1.04% 0.107%
22 11.231 797 800 801 rBV 150025 152730 2.10% 0.216%
23 11.356 808 811 813 rBV 2475182 2409283 33.08% 3.401%
24 11.413 813 816 820 rVB 46026 91163 1.25% 0.129%
25 11.585 828 831 835 rBvV3 75552 149581 2.05% 0.211%

26 12.945 947 950 952 rBV 7133393 7169486 98.43% 10.120%
27 13.848 1026 1029 1039 rBV 307903 659434 9.05% 0.931%

28 13.985 1039 1041 1044 rVV 2199408 2157368 29.62% 3.045%
29 15.402 1163 1165 1168 rBV 1020041 1538811 21.13% 2.172%

Sum of corrected areas: 70845834
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011316\

BF084452_.D

13 Jan 2016 20:13

SJ/UM

H1115-05

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084452.D

Aca On : 13 Jan 2016 20:13

Operator : SJ/UM

Sample : H1115-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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.

5.02 40.92 ng 3138980 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.024 min): BF084452.D (-254) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 TTTT TTrTT TrTT TTTT T
460 4.80 5.00 5.20 5.40
Ob e et el 890 83 "m/z 59.10 60.16%
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 a0 2k Sbo Sk Sk
0
150 a0 1010 m/z 101.10 20.26%
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
43.0
570 460 4.80 5.00 520 5.40
5000 m/z 58.10 16.14%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e R RS,
59.0 460 4.80 5.00 5.20 5.40
m/z 41.05 8.80%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0 JaN
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084452.D

Aca On : 13 Jan 2016 20:13

Operator : SJ/UM

Sample : H1115-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.60 Concentration Rank 1

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

6.60 87.40 ng 6704560 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 395 (6.601 min): BF084452.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS U R
40.0 541 ‘ 6.20 6.40 6.60 6.80 7.00
0 .,....,....l'!...,!.'..,.-!.-.|,..7.5.‘,1....,..].,?1??.?.1.1.7.,1...., b m/z 68.10 47.17%
m/z--> 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 I S RN R R
620 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 34 .40%
. | | ‘ 7b 0 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 30.49%
33.0 44.0 0.0 105.0
o 60.0 "7 80.0 115.0
JUNBIUNEERS UL IR UL NI IR RS SRS BRASE SERRS SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.89%
117.0
5000
39.0 910
o | S0 @omo | wmo || |
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ ERARS e L —
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084452.D

Aca On : 13 Jan 2016 20:13

Operator : SJ/UM

Sample : H1115-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexanoic acid, 2-ethyl- Concentration Rank 5

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

7.50 2.88 ng 300767 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 1.4-Dioxane 88 C4H802 000123-91-1 43
4 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
5 Hexanamide, 6-(heptyloxy)- 229 C13H27N02 055191-08-7 33

Abundance Scan 474 (7.504 min): BF084452.D (-470) (-) m/z 73.00 100.00%
730 881
5000 a1 °71
101.1
||| ‘ 11‘|3-1 7.20 7.40 7.60 7.80
OHWHHPHWH“H“W*”W“MJ“VV\““P“W“hPHWH“VHWH“P“ m/z 88.10 84.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20004: Hexanoic acid, 2-ethyl-
73.0 88.0
5000 LI LN UL I I
410 °70 720 7.40 7.60 7.80
29.0 101.0 116.0 m/z 57.10 45 _58%
o, 150 ‘ Lo, 1290 144.0
m/z--> 10 20 30 40 50 eb 70 80 do 100 110 120 130 140 150 160
Abundance
73.0 88.0
RS VAALSRAARRARAR RARR
7.20 7.40 7.60 7.80
5000 m/z 41.10 39.34%
10 101.0
200 | 550
0 158.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1982: 1,4-Dioxane
28.0 7.20 7.40 7.60 7.80
m/z 55.10 30.60%
88.0
5000 58.0
43.0
0'”:ﬁ?PJIM”IM”P“MP”Z%9'”“\”“P'”P”'P”W”'W””P'”P” R U I IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084452.D

Aca On : 13 Jan 2016 20:13

Operator : SJ/UM

Sample : H1115-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.78 2.74 ng 330666 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Heneicosane 296 C21H44 000629-94-7 78

Abundance Scan 761 (10.785 min): BF084452.D (-759) (-) m/z 57.10 100.00%

57.1
5000

10.40 10.60 10.80 11.00

1131 1411 1832

01 m/z 43.10 57.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane
57.0
5000 | LI LI LB LN LB B
85.0 10.40 10.60 10.80 11.00
29.0 m/z 71.10 57.01%
0 C L, /801410 160.0 1960  240.0
.”P”q.”qunp.upuw”.qnupn..”.“”..”.”w”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R EEE EEE SR
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 35.84%

113.0
0 141.0  183.0 211.0 239.0 267.0 296.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73967: Hexadecane R e S A B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 25.37%
5000 85.0
29.0
1130
ol b 30,2410 1600 1970 2260
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1040 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084452.D

Aca On : 13 Jan 2016 20:13

Operator : SJ/UM

Sample : H1115-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 6.11 ng 659434 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 83

Abundance Scan 1029 (13.848 min): BF084452.D (-1026) (-) m/z 57.05 100.00%

57.0 831

5000

-

13.60 13.80 14.00 14.20
m/z 55.10 92.24%

168.2
o 193.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-

83.0

a1
13;1
o

5000 LA L B L LB L B B
13.60 13.80 14.00 14.20
29.0 m/z 83.10 88.66%
o “ A L 139.0 167.0 196.0 223.0 252.0 280.0
S -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41,0
R R T
83.0 13.60 13.80 14.00 14.20
5000 m/z 43.10 88.50%
111.0
139.0 168.0 266.0

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

Abundance #106400: 3-Eicosene, (E)- R S o Sttt
13.60 13.80 14.00 14.20

m/z 97.10 80.62%

-

5000

139.0 167.0 196.0 224.0 252.0 280.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011316\
Data File : BF084452.D

Acq On : 13 Jan 2016 20:13

Operator : SJ/UM

Sample : H1115-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.02 40.9 ng 3138980 1 6.83 1534140 20.0
unknown6 .60 6.60 87.4 ng 6704560 1 6.83 1534140 20.0
Hexanoic acid, 2-... 7.50 2.9 ng 300767 2 8.12 2088830 20.0
Heptadecane 10.78 2.7 ng 330666 4 11.36 2409280 20.0
5-Eicosene, (E)- 13.85 6.1 ng 659434 5 13.99 2157370 20.0
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