LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102625.D

Acq On = 30 Jan 2018 4:15

Operator : SJ/JU

Sample - J1353-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4.922 478 482 494 rVB 113244 178492 3.98% 0.522%
2 5.328 547 551 571 rBV 3474252 4111121 91.63% 12.016%
3 6.363 722 727 743 rBV 3820551 4486631 100.00% 13.113%
4 6.486 743 748 751 rBV 4017247 3812507 84.97% 11.143%
5 6.710 783 786 797 rBV 1045560 878368 19.58% 2.567%
6 6.869 808 813 816 rBvV 3207211 2976072 66.33% 8.698%
7 7.280 878 883 895 rBV 2343892 2543926 56.70% 7.435%
8 7.992 1000 1004 1028 rVB 1178505 1218039 27.15% 3.560%
9 9.069 1183 1187 1197 rBV 4080444 4049021 90.25% 11.834%
10 9.469 1249 1255 1262 rBY 288573 335062 7.47% 0.979%
11 9.674 1286 1290 1294 rBV 107889 87286 1.95% 0.255%

12 9.745 1298 1302 1312 rVB2 1339541 1244003 27.73% 3.636%
13 10.169 1371 1374 1378 rVB 141855 110566 2.46% 0.323%
14 10.392 1406 1412 1414 rBV2 36352 48587 1.08% 0.142%
15 10.539 1433 1437 1448 rBV 2055210 2048632 45.66% 5.988%

16 10.645 1452 1455 1464 rVB 126532 143280 3.19% 0.419%

17 11.092 1528 1531 1533 rBV 68550 556321 1.23% 0.162%
18 11.233 1551 1555 1565 rBV 1127766 1057338 23.57% 3.090%
19 12.633 1788 1793 1797 rBV 84698 75224 1.68% 0.220%

20 12.821 1820 1825 1828 rBV 2565469 2590368 57.74% 7.571%
21 13.709 1972 1976 1987 rBV2 225227 373278 8.32% 1.091%
22 13.874 2000 2004 2011 rBV 766727 753773 16.80% 2.203%

23 14.692 2140 2143 2149 rBV 243476 237285 5.29% 0.694%
24 15.303 2242 2247 2256 rBV 576422 799707 17.82% 2.337%

Sum of corrected areas: 34213887
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF012918\

BF102625.D

30 Jan 2018 4:15

SJ/JuU

J1353-11

27 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF012218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF102625.D

6.36/49

5.33
6.87

7.28

6.71

4.92

0
Time-->

I
5.00

I
5.50

Abundance
4000000

3000000

2000000

7.99
1000000

TIC: BF102625.D

12.82

10.54

9.75
11.23

9.47
9.

12.63

A
T T

0.64 11.09

10171039

0

Time--> 8.00

13.50

12.50

11.50

12.00

10.50 11.00

10.00

9.00 9.50

8.50 13.00

Abundance
4000000

3000000

2000000

1000000

71

TIC: BF102625.D

13.87

15.30

L

14.69

0
Time-->

14.00

19.00

18.00 18.50

17.00

17.50

16.50

16.00

15.00 15.50

14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102625.D

Acq On : 30 Jan 2018 4:15

Operator : SJ/JU

Sample - J1353-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 5

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

4.92 4_.06 ng 178492 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 482 (4.922 min): BF102625.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.60 4.80 5.00 5.20
0....,....','...'!-|,....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 58.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N R R L
59 460 480 500 520
m/z 101.10 19.60%
15 4 101
mi 1y ' 83 \‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
4.60 480 500 520
5000 101 m/z 58.00 15.38%
27 42 116
73 84
e Y L I I L S S BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40911: 1,8-Nonanediol, 8-methyl-
50 4.60 4.80 5.00 5.20
m/z 41.05 9.04%
5000
43
0 ‘\ MH‘ \7u1 %3 98 123 141 159
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102625.D

Acq On : 30 Jan 2018 4:15

Operator : SJ/JU

Sample - J1353-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.49 Concentration Rank 1

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

6.49 86.81 ng 3812510 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102625.D (-743) (-) m/z 132.00 100.00%
32
5000
68
96 650 640 660 680
40 - 54 ‘ 75 104 6.20 6.40 6.60 6.80
o..,....,....,...:,'-...?,....??.I.'....,..f??,..!.,....,.1.1.5.,....,"...,.. m/z 134.00 33.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN AR R
6.20 6.40 6.60 6.80
3 78 m/z 68.10 31.69%
1 33
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S RS RARSE AN RN
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 18.71%
41 97
53 . 117
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L B
132 6.20 6.40 6.60 6.80
m/z 96.00 12.30%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102625.D

Acq On : 30 Jan 2018 4:15

Operator : SJ/JU

Sample - J1353-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.71 ng 143280 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Eicosane 282 C20H42 000112-95-8 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 1456 (10.651 min): BF102625.D (-1452) (-) m/z 57.05 100.00%
57
5000
3 " 10,40 10,60 10.80 11.00
(o} m/z 71.05 59.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59880: Tetradecane
57
5000 85 U SR DU SR B
4 10.40 10.60 10.80 11.00
m/z 43.00 49.62%
m/z--> %b&%mmmmmmmmm@mﬁ
Abundance
57
" 10,40 10.60 10.80 11.00
5000 g5 m/z 85.05 35.54%
41
olL.18 113 141 169 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57 10.40 10.60 10.80 11.00
m/z 41.05 24 .51%
85
5000 4
| TN
m/z--> 2'0 4'0 6|O 8|O 100 150 140 160 180 200 220 240 260 280 300 32'0 10'40 10 60 10. 80 11'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102625.D

Acq On : 30 Jan 2018 4:15

Operator : SJ/JU

Sample - J1353-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 9.90 ng 373278 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 94
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1976 (13.709 min): BF102625.D (-1972) (-) m/z 57.05 100.00%
57 83
. e _~AAAbe,-J\k¢k¢JLALN~w
3 199 167 Lo 13.40 13.60 13.80 14.00
0 m/z 43.10 95.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 1l AR N AR
anmnmmm
- m/z 55.00 89.09%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 83.05 85.84%
29

139 167 106 238 266 294

ERE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
83 13.40 13.60 13.80 14.00
m/z 69.05 82.75%
5000
o \“ ‘ 167 195 222 250 280 308 336
”qnupu.”” T e R RRER RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102625.D

Acq On : 30 Jan 2018 4:15

Operator : SJ/JU

Sample - J1353-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 6 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1469 5.93ng 237285  Perylene-di2 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraere 410 C30H50 007683-64-9 91

2 Squalene 410 C30H50
3 7,11-Dimethyldodeca-2,6,10-trien. .. 208 C14H240
4 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N

000111-02-4 91
125529-10-4 72
024035-35-6 72
006006-01-5 72

Abundance Scan 2143 (14.692 min): BF102625.D (-2140) (-)
69
5000
41
95 137
Ol by L 417 | (01 189 231 281 341
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000
41
95 137
0 L a7 163 191 217 245 273 299 341 367 410
— o R T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
s000{ 4!
9 137
0 117 161 191 217 273 299 341 367 410
e T e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69
5000
41
95 137
o —— . J luws  Ses
m/z--> 50 100 150 200 250 300 350 400

m/z 69.05 100.00%

{1

14.40 14.60 14.80 15.00

m/z 81.05 50.53%

—

14.40 14 60 14. 80 15. OO

m/z 41.00 24 .50%

:

14.40 14.60 14.80 15.00

m/z 95.05 12.69%

%

14.40 14.60 14.80 15.00

m/z 137.10 10.34%

EP

14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102625.D

Acq On = 30 Jan 2018 4:15

Operator : SJ/JU

Sample - J1353-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.92 4.1 ng 178492 1 6.71 878368 20.0
unknown6 .49 6.49 86.8 ng 3812510 1 6.71 878368 20.0
Tetradecane 10.65 2.7 ng 143280 4 11.23 1057340 20.0
Behenic alcohol 13.71 9.9 ng 373278 5 13.87 753773 20.0
Supraene 14.69 5.9 ng 237285 6 15.30 799707 20.0
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