LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF022317\
Data File : BF093117.D

Aca On : 23 Feb 2017 21:13

Operator : SJ/MA

Sample = 11954-02

Misc :

ALS Vial : 15 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 5.013 253 256 266 rBY 1016965 1672381 40.54% 4_437%
2 5.436 290 293 295 rBVY 3809010 3829956 92.83% 10.162%
3 6.476 381 384 387 rBVY 3183565 3787652 91.81% 10.050%
4 6.601 393 395 398 rBVY 3035485 3854747 93.44% 10.228%
5 6.841 413 416 418 rBV 677237 916784 22.22% 2.433%
6 6.990 427 429 432 rBV 2916185 2835894 68.74% 7.525%
7 7.402 462 465 468 rBVY 2104450 2392768 58.00% 6.349%
8 8.122 526 528 530 rBY 1507552 1321582 32.03% 3.507%
9 9.196 619 622 625 rBY 3554049 4125574 100.00% 10.946%
10 9.596 654 657 659 rBV 364576 334293 8.10% 0.887%
11 9.802 672 675 679 rBV 48017 70089 1.70% 0.186%
12 9.870 679 681 684 rVB 1399021 1422785 34.49% 3.775%
13 10.282 715 717 718 rBV 33261 50221 1.22% 0.133%
14 10.305 718 719 721 rVB 134657 95864 2.32% 0.254%
15 10.522 735 738 741 rBV 44481 63384 1.54% 0.168%

16 10.659 748 750 753 rBV2 1862870 2285695 55.40% 6.065%
17 10.773 758 760 767 rVB 178451 212942 5.16% 0.565%
18 11.219 797 799 801 rBV 118671 123203 2.99% 0.327%
19 11.356 809 811 813 rBV 1694660 1464954 35.51% 3.887%
20 11.653 834 837 839 rBV 66499 88489 2.14% 0.235%

21 12.945 947 950 952 rBV 3959877 3974968 96.35% 10.547%
22 13.836 1026 1028 1038 rBV 146036 233054 5.65% 0.618%
23 13.996 1039 1042 1044 rBV 1111081 1355557 32.86% 3.597%
24 14.819 1112 1114 1117 rVB 104878 133520 3.24% 0.354%
25 15.414 1164 1166 1173 rVB 777673 1042422 25.27% 2.766%

Sum of corrected areas: 37688778
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093117.D

Aca On : 23 Feb 2017 21:13

Operator : SJ/MA

Sample : 11954-02

Misc :

ALS Vial : 15 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: BF093117.D
5,44

3500000
3000000 6.99
2500000
7.40
2000000
1500000
1000000 5,01

500000

e

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: BF093117.D

12094
9.20
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Abundance TIC: BF093117.D

3500000
3000000
2500000
2000000
1500000
14.00

1000000 15.41

500000

13.84 14.82
0 A
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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:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093117.D

Aca On : 23 Feb 2017 21:13

Operator : SJ/MA

Sample : 11954-02

Misc :

ALS Vial : 15 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

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.

5.01 36.48 ng 1672380 1,4-Dichlorobenzene-d4 6.84
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 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 256 (5.013 min): BF093117.D (-253) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 460 480 500 520 540
71.0 831 : : ; : :
...,....,....,....-,':...,..~:.|,....,....,.'...,....~,|....,....,....,....,...., m/z 59.10 58.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA RIS L UL I
59.0 460 480 500 520 5.40
0
150 4, ‘ 1010 m/z 101.10 18.65%
"W”tl”“ﬂ'”P“'P”W'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 450 480 500 550 540
5000 m/z 58.10 16.69%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester RE e I BRAREEEEL L
54.0 460 4.80 5.00 520 5.40
m/z 41.10 8.68%
5000 41.0 ﬂ\
"'I'"'I'"W""H'L"I"hi'"'??'Q'I"'W""I""I'”'I%%§'?'”%??'9'I SRS S SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093117.D

Aca On : 23 Feb 2017 21:13

Operator : SJ/MA

Sample : 11954-02

Misc :

ALS Vial : 15 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 unknown6.60 Concentration Rank 1

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

6.60 84.09 ng 3854750 1,4-Dichlorobenzene-d4 6.84
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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 395 (6.601 min): BF093117.D (-393) (-) m/z 132.10 100.00%
130.1
5000 68.1
201 S 020 ok G0 6k 750
L o m/z 68.10 46 .84%
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 LRI IS UL UL R
620 6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.10 31.49%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 29.70%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T RARar R S
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.88%
74.0
5000 98.0 116.0
MM Ao weo L)
m/z--> 20 40 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093117.D

Aca On : 23 Feb 2017 21:13

Operator : SJ/MA

Sample : 11954-02

Misc :

ALS Vial : 15 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.91 ng 212942 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 760 (10.773 min): BF093117.D (-758) (-) m/z 57.10 100.00%
57.1
5000
85.1
1131 155.1 10.40 10.60 10.80 11.00
.,....','...|,.-.":.,':.L.-',....,....,....,....1?.5..1.,....,.... | M/z 43.10  68.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LIRS BN BN
85.0 mmmmmmnm
29.0 m/z 71.10 52.04%
Lo 180 1410 1690 282.0
m/z--> ﬁo Jo éo éo 160 150 110 160 180 260 250 240 2éo 2éo '
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 35.21%
85.0
29.0
113.0 169.0 211.0 296.0
WTWWWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane B B B e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.10%
5000
85.0
29.0
|| ot 1130 1810 1690 1070 2260

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093117.D

Aca On : 23 Feb 2017 21:13

Operator : SJ/MA

Sample : 11954-02

Misc :

ALS Vial : 15 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 2- Bromopropionic acid, pen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.44 ng 233054 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Bromopropionic acid. pentadec... 362 C18H35Bro02 1000292-44-2 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 1ll1-Tricosene 322 C23H46 052078-56-5 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1028 (13.836 min): BF093117.D (-1026) (-) m/z 57.10 100.00%
57.1
o ,N\AAM,,~ﬁ_VA\VAE_VJNK,&N
2060 " 13.60 13.80 14.00 14.20
e m/z 43.10 85.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145525: 2- Bromopropionic acid, pentadecy! ester
57.0
83.0
5000 LI SR UL B B
13.60 13.80 14.00 14.20
29.0 m/z 55.05 80.95%
| 153.0 182.0208.0 255.0
m/z--> ﬁ&mmmmmmmmmmmmmm
Abundance
55,0
97.0 " 13.60 13.80 14.00 14.20
5000 m/z 83.10 72.31%
29.0
125.0
153.0 181.0 308.0
WWWTW”TWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene e B e
43.0 13.60 13.80 14.00 14.20
m/z 69.10 62.81%
5000 830
111.0
| | ,140.0 168.0 196.0 224.0  266.0 294.0 322.0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093117.D

Aca On : 23 Feb 2017 21:13

Operator : SJ/MA

Sample : 11954-02

Misc :

ALS Vial : 15 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 6
R.T. EstConc Area Relative to ISTD R.T.
14 .82 2.56 ng 133520 Perylene-d12 15.41
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 86
3 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 64
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 58
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
Abundance Scan 1114 (14.819 min): BF093117.D (-1112) (-) m/z 69.10 100.00%
69.1 F
5000
ANNUUNRER R B
137.2 14.40 14.60 14.80 15.00 15.20
—_— .l,ﬂ.J A 220y | Tm/z 81.10 52.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 LA B SUNUEE SUNN B
14.40 14.60 14.80 15.00 15.20
1370 m/z 41.10 30.00%
290 | | 1050, | 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1440 14.60 14.80 15.00 15.20
5000 m/z 95.10 12.22%
137.0
29.0 105.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #57897: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile I A EEmaEmaE R
69.0 14.40 14.60 14.80 15.00 15.20
m/z 68.10 11.68%
5000
108.0
oo Ao oo
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022317\
Data File : BF093117.D

Acq On : 23 Feb 2017 21:13

Operator : SJ/MA

Sample : 11954-02

Misc :

ALS Vial : 15 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... 5.01 36.5 ng 1672380 1 6.84 916784 20.0
unknown6 .60 6.60 84.1 ng 3854750 1 6.84 916784 20.0
Eicosane 10.77 2.9 ng 212942 4 11.36 1464950 20.0
2- Bromopropionic... 13.84 3.4 ng 233054 5 14.00 1355560 20.0
Squalene 14.82 2.6 ng 133520 6 15.41 1042420 20.0
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