LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF022317\
Data File : BF093105.D

Aca On : 23 Feb 2017 15:38

Operator : SJ/MA

Sample : PB97127BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 5.013 253 256 267 rBVY 1289856 1893271 38.92% 4 .595%
2 5.436 290 293 296 rBVY 3506318 4056760 83.39% 9.845%
3 6.476 381 384 387 rBVY 3096761 4290682 88.20% 10.413%
4 6.613 393 396 398 rBY 3261374 4381898 90.07% 10.634%
5 6.842 413 416 418 rBV 847102 903277 18.57% 2.192%
6 6.990 427 429 432 rBVY 2705609 3251880 66.84% 7.892%
7 7.402 463 465 468 rBV 1943835 2820499 57.98% 6.845%
8 8.122 526 528 531 rBY 1313303 1241332 25.52% 3.012%
9 9.196 619 622 625 rBY 3310326 4864931 100.00% 11.806%
10 9.870 679 681 684 rBY 1065534 1399376 28.76% 3.396%
11 10.671 748 751 753 rBVY 2264500 2765494 56.85% 6.711%
12 11.356 809 811 814 rBVY 1474229 1382742 28.42% 3.356%
13 12.945 947 950 953 rBY 3948874 4342564 89.26% 10.539%
14 13.517 996 1000 1008 rVB 35474 117457 2.41% 0.285%
15 13.859 1021 1030 1033 rBv3 30761 70139 1.44% 0.170%
16 13.997 1039 1042 1044 rBVY 1237451 1422344 29.24% 3.452%
17 14.442 1076 1081 1090 rBvV 55746 171534 3.53% 0.416%
18 14.820 1111 1114 1117 rBvV 240169 344859 7.09% 0.837%
19 15.162 1140 1144 1151 rBvV3 24740 86561 1.78% 0.210%
20 15.414 1163 1166 1177 rVB 784477 1230579 25.29% 2.986%
21 15.985 1211 1216 1222 rBV3 15770 58332 1.20% 0.142%
22 16.305 1241 1244 1250 rVB 24909 54515 1.12% 0.132%
23 16.957 1296 1301 1307 rBvVS 10225 55350 1.14% 0.134%

Sum of corrected areas: 41206376
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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\BF022317\

BF093105.D

23 Feb 2017 15:38

SJ/MA

PB97127BL

3 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093105.D

Aca On : 23 Feb 2017 15:38

Operator : SJ/MA

Sample : PB97127BL

Misc :

ALS Vial : 3 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.

5.01 41.92 ng 1893270 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 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 256 (5.013 min): BF093105.D (-253) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 50 480 560 530 540
il G0 830 | gL 10 57.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 16.63%
'"|“t'|”'wﬂ“'“ﬂh"|“"|“"|“"?iq'|“'*m"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520 540
5000 m/z 58.10 15.79%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e EAma ma R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.95%
5000
410 101.0
150 30 ||s00, | 690 830 N
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093105.D

Aca On : 23 Feb 2017 15:38

Operator : SJ/MA

Sample : PB97127BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.61 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.61 97.02 ng 4381900 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 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9

5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 396 (6.613 min): BF093105.D (-393) (-) m/z 132.10 100.00%
13p.1
5000
68.1
96.1 T T T T
40.0 54.0 | | s11 |, 1150 6.20 6.40 6.60 6.80 7.00
e ".h,....,W..ﬁ,.H'.,”..,....,.... m/z 68.10 34.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 [rrrrrrrrrrrrrrrryrrs
6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 134.10 33.94%
S NS N A | N | N —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
T e
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 21.57%
41.0 97.0
117.0
54,0 81.0
I I B o o o o TN e o
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B B b
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.76%
74.0
116.0
5000 98.0
SN O RE I Y AN ST S |
m/z--> 40 60 80 100 120 140 160 180 6. 20 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 : BF093105.D

Aca On : 23 Feb 2017 15:38

Operator : SJ/MA

Sample : PB97127BL

Misc :

ALS Vial : 3 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.
14 .44 2.41 ng 171534 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tricosane 324 C23H48 000638-67-5 83
3 Tetratriacontane 479 C34H70 014167-59-0 68
4 Heneicosane 296 C21H44 000629-94-7 68
5 Tetratetracontane 619 C44H90 007098-22-8 68

Abundance Scan 1081 (14.442 min): BF093105.D (-1076) (-) m/z 57.10 100.00%

517.1
5000

14.20 14.40 14.60 14.80
m/z 71.10 56.71%

m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57.0

5000 L
14.20 14.40 14.60 14.80

m/z 43.05 56.11%
L i

99.0
I ‘ |, 1410 282.0
T T T T T T e T T T T
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance
57.0

14.20 14.40 14.60 14.80

5000 m/z 85.10 46.75%
99.0
141.0 197.0 253.0 324.0
T T e T e T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane . e R e S
57.0 14. 20 14. 40 14. 60 14. 80

m/z 55.00 19.89%

5000
99.0
15.0, | | 1410 1830 2250 267.0 311.0 367.0 410.0

|
||||||||||||‘||||||||||||||||||||||||||||||| LI L B L L L ) L

m/z--> 0 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093105.D

Aca On : 23 Feb 2017 15:38

Operator : SJ/MA

Sample : PB97127BL

Misc :

ALS Vial : 3 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 Squalene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
148 5.60ng 344859  perylene-di2 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 007683-64-9 91

2 2.6.10.14.18.22-Tetracosahexaene. ..
3 2.6.10.14.18-Pentamethvl-2.6.10....
4 2.6.10-Dodecatrien-1-ol. 3.7.11-...
5 7,11-Dimethyldodeca-2,6,10-trien. ..

410 C30H50
342 C25H42
222 C15H260
208 C14H240

000111-02-4 90
075581-03-2 83
004602-84-0 72
125529-10-4 72

Abundance Scan 1114 (14.820 min): BF093105.D (-1111) (-) m/z 69.05 100.00%
69.0 h
5000
137.2 14. 40 14 60 14. 80 15. OO 15 20
05.0, 175.1
e R0 T 012081 2811 Tz 81.05  49.50%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 [TrorJ rrrrrrrrprrrrprot
14.40 14.60 14.80 15.00 15.20
m/z 41.05 26.89%
137.0
L M“yoqoh‘|‘ 191.0 231.0 273.0 341.0 410.0
i T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
69.0
T T T T
14. 40 14 60 14. 80 15.00 15.20
5000 m/z 95.10 13.18%
137.0
29.0 105.0 191 0 231.0 273.0 341.0 410.0
I I B e e e e o e e LA LI e o e e ELE
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #138198: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69.0 14.40 14.60 14.80 15.00 15.20
m/z 68.10 11.14%
5000
121.0
29‘.‘ Lk d M “ }630 2050 273.0 342.0
L B e T T N e B B MR s e
m/z--> 0 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 : BF093105.D

Acq On : 23 Feb 2017 15:38

Operator : SJ/MA

Sample : PB97127BL

Misc :

ALS Vial : 3 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 41.9 ng 1893270 1 6.84 903277 20.0
unknown6 .61 6.61 97.0 ng 4381900 1 6.84 903277 20.0
Eicosane 14.44 2.4 ng 171534 5 14.00 1422340 20.0
Squalene 14.82 5.6 ng 344859 6 15.43 1230580 20.0
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