LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093368.D

Aca On : 3 Mar 2017 19:39

Operator : SJ/MA

Sample : 12079-01

Misc :

ALS Vial : 7 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 4.933 247 249 258 rBV 338066 495934 9.04% 1.315%
2 5.379 286 288 303 rBVY 2475253 2604918 47 .51% 6.906%
3 6.430 378 380 388 rBY 1759304 1872499 34.15% 4.964%
4 6.556 388 391 393 rBVY 3439575 3801119 69.32% 10.077%
5 6.784 409 411 413 rBV 1083195 1089526 19.87% 2.888%
6 6.933 422 424 427 rBV 2394267 3374317 61.54% 8.946%
7 7.356 458 461 464 rBV 2755199 2885716 52.63% 7 .650%
8 8.076 521 524 526 rBV 1234462 1523003 27.78% 4.038%
9 9.150 614 618 620 rBY 4509076 5483207 100.00% 14.537%
10 9.539 650 652 655 rBV 406314 414846 7.57% 1.100%

11 9.756 668 671 674 rBv2 57820 108092 1.97% 0.287%
12 9.825 674 677 679 rVV 1422762 1755410 32.01% 4.654%

13 10.225 710 712 713 rBV 56714 80759 1.47% 0.214%
14 10.248 713 714 716 rVB 192987 146327 2.67% 0.388%
15 10.465 730 733 736 rBV 61744 91684 1.67% 0.243%

16 10.613 743 746 748 rBV 2524182 2651302 48.35% 7.029%
17 10.716 753 755 760 rVB 212716 287563 5.24% 0.762%
18 11.162 792 794 800 rVB2 147642 232653 4.24% 0.617%
19 11.299 804 806 809 rvv 1495191 1711589 31.22% 4 _.538%
20 11.356 809 811 814 rvB2 30074 56603 1.03% 0.150%

21 11.596 829 832 834 rBV 141518 156364 2.85% 0.415%
22 11.996 864 867 869 rvB 82868 76895 1.40% 0.204%
23 12.888 942 945 948 rBV 3859712 3965812 72.33% 10.514%
24 13.779 1020 1023 1027 rBV 166208 207364 3.78% 0.550%
25 13.939 1035 1037 1040 rVB 1502125 1449472 26.43% 3.843%

26 15.357 1158 1161 1164 rBV 889927 1131829 20.64% 3.001%
27 16.214 1233 1236 1240 rBV2 32464 64858 1.18% 0.172%

Sum of corrected areas: 37719661

8270-BF013017.M Tue Mar 07 06:17:28 2017 Page: 1



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\BF030317\

BF093368.D

3 Mar 2017 19:39

SJ/MA

12079-01

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.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\BF030317\
Data File : BF093368.D

Aca On : 3 Mar 2017 19:39

Operator : SJ/MA

Sample : 12079-01

Misc :

ALS Vial : 7 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 9.10 ng 495934 1,4-Dichlorobenzene-d4 6.78
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-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 249 (4.933 min): BF093368.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IDEASEDENARRINAREN RARRN
4.60 4.80 5.00 5.20
et 20Nl 670 831 | 77 59.10  56.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESARBERERE NURE RAE
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 15.31%
QQ%QH‘MO‘ 67.0 83.0 91.0 |
mz> 10 20 % 4 50 60 70 80 0 100 110
Abundance
59.0
4.60 480 500 520
5000 m/z 58.05 14 .51%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- —‘V—v—r‘v—ﬁ—r"[—v—rJ
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.60%
5000 41.0
31.0
69.0 87.0
15.0 M Lilswoll ] |90 -]
mz> 10 20 % 4 S0 60 70 80 0 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093368.D

Aca On : 3 Mar 2017 19:39

Operator : SJ/MA

Sample : 12079-01

Misc :

ALS Vial : 7 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 unknown6.56 Concentration Rank 1

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

6.56 69.78 ng 3801120 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 391 (6.556 min): BF093368.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.1
096.1 rrrrTyTTTT T T T T T T
40.0 54.0 6.20 6.40 6.60 6.80
M.'?}-?. N m/z 68.10 37.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SR A S
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.42%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 23.79%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L RaRREa
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.10 14 .55%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l RN |
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093368.D

Aca On : 3 Mar 2017 19:39

Operator : SJ/MA

Sample : 12079-01

Misc :

ALS Vial : 7 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.36 ng 287563 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 78
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
Abundance Scan 755 (10.716 min): BF093368.D (-753) (-) m/z 57.10 100.00%
57.1
5000
85.0
39 ‘ 1131 10.40 10.60 10.80 11.00
...,....~,...|,..":.,-....-",.... 0l 188 | m/z 43.10  70.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73991: Dodecane, 2-methyl-6-propyl-
57.0
5000 85.0 ISRIARBR AR RN SRR
10,40 10.60 10.80 11.00
140.0 m/z 71.10 54 _.13%
00 | 30 h 1520 2050 2260
m/z--> 20 40 éo 8b 160 150 140 160 180 200 220
Abundance
57.0
10.40 10,60 10.80 11.00 |
5000 m/z 85.05 35.14%
85.0
29.0
113.0 141 0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane R e AR EREY
57.0 10.40 10.60 10.80 11.00
m/z 41.10 28.25%
5000 85.0
29.0
\‘ ‘ [ - 113 0 \ 14‘:" 0 169 0 212.0
m/z--> 20 ' éo 80 160 150 140 160 180 200 220 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093368.D

Aca On : 3 Mar 2017 19:39

Operator : SJ/MA

Sample : 12079-01

Misc :

ALS Vial : 7 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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.16 2.72 ng 232653 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Octacosane 394 C28H58 000630-02-4 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 794 (11.162 min): BF093368.D (-792) (-) m/z 57.10 100.00%
57.1
5000
85.1
1131 10.80 11.00 11.20 11.40
...,....-,...| ,.."..,.‘...',....,.-... 2t L m/z 43.10 72.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 UL A AR B
85.0 10,80 11,00 11.20 11.40
29.0 ' m/z 71.10 53.70%
| L L ‘ 1130 1410 1690 1970 2260
m/z--> 20 4b 60 85 160 120 140 160 180 200 220 240 260 280
Abundance
57.0
10.80 11.00 1120 11.40
5000 m/z 41.10 30.18%
85.0
29.0
113.0 141.0 169.0 282.0
wwmmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane A e A o
57.0 10.80 11.00 11.20 11.40
m/z 85.10 29.68%
5000 85.0
29.0
L I 113.0 1410 1690 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093368.D

Aca On : 3 Mar 2017 19:39

Operator : SJ/MA

Sample : 12079-01

Misc :

ALS Vial : 7 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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 2.86 ng 207364 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Dichloroacetic acid. tetradecvl ... 324 C16H30CI202 083005-02-1 91
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 1023 (13.779 min): BF093368.D (-1020) (-) m/z 57.10 100.00%
51.1
7.1
5000
92 1091 12140 13160 1380 1400
. m/z 43.10 90.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 DAL U AR R
Bmmmmmmm
250 m/z 55.10 86.58%
IH“ \‘H\\‘\ HHhIh ‘..}?6{9...|....|....|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
43.0
83.0 LU PNLR RUN UL B
13.40 13.60 13.80 14.00
5000 m/z 83.10 76.16%
125.0
182.0
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4%0 ' _NA,,Av_“_ﬁ\JA\-x,_-«A~v«
Abundance #168066: 17-Pentatriacontene L e
43.0 13.40 13.60 13.80 14.00
m/z 97.10 69.95%
5000 83.0 -NA’AVVV-“JA\ANA—MWIVAI_
| M J‘ 1250 4670 2100 267.0307.0 490.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3éo 4(')0 4&1;0 ' 13. 40 13 60 13. 80 14'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\
Data File : BF093368.D

Acq On : 3 Mar 2017 19:39

Operator : SJ/MA

Sample - 12079-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 4.93 9.1 ng 495934 1 6.78 1089530 20.0
unknown6 .56 6.56 69.8 ng 3801120 1 6.78 1089530 20.0
Dodecane, 2-methy... 10.72 3.4 ng 287563 4 11.30 1711590 20.0
Hexadecane 11.16 2.7 ng 232653 4 11.30 1711590 20.0
Trichloroacetic a... 13.78 2.9 ng 207364 5 13.94 1449470 20.0
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