LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104985.D

Acq On : 1 May 2018 15:55

Operator : JU/SJ

Sample - J2616-13

Misc :

ALS Vial : 11 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-BF040618_.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_357 383 386 394 rBv 26501 39139 1.60% 0.237%
2 4.987 489 493 505 rBvV 452527 484266 19.77% 2.936%
3 5.404 561 564 579 rBVY 308165 326072 13.31% 1.977%
4 6.428 734 738 751 rBV 1584580 1583273 64.65% 9.599%
5 6.557 756 760 770 rvV 1035097 828319 33.82% 5.022%
6 6.787 796 799 806 rBV 848049 663575 27.09% 4.023%
7 6.945 822 826 829 rBV 2006187 1746446 71.31% 10.588%
8 7.357 891 896 899 rBV 1455205 1297473 52.98% 7.866%
9 8.075 1014 1018 1033 rBV 1009744 920499 37.58% 5.581%
10 9.151 1197 1201 1204 rBV 2839254 2449170 100.00% 14.848%
11 9.545 1263 1268 1272 rBVY 228052 222001 9.06% 1.346%
12 9.751 1300 1303 1307 rBvV 52406 43746 1.79% 0.265%
13 9.833 1313 1317 1325 rVB 1040823 997412 40.72% 6.047%
14 10.251 1386 1388 1391 rVB 76804 57858 2.36% 0.351%
15 10.469 1420 1425 1428 rBV 21563 27439 1.12% 0.166%
16 10.627 1448 1452 1461 rBV 101140 105374  4.30% 0.639%
17 10.727 1465 1469 1474 rBV 70098 73847 3.02% 0.448%
18 11.175 1542 1545 1547 rBV 47833 35306 1.44% 0.214%
19 11.322 1566 1570 1580 rBV 967487 911932 37.23% 5.529%
20 11.604 1614 1618 1621 rVB 38059 30160 1.23% 0.183%
21 12.398 1750 1753 1759 rVB4 23113 30060 1.23% 0.182%

22 12.921 1837 1842 1845 rBV 1813194 1799290 73.47% 10.908%
23 13.857 1998 2001 2010 rVB 163832 213087 8.70% 1.292%
24 14.045 2029 2033 2040 rVB 615640 660439 26.97% 4.004%
25 15.633 2297 2303 2313 rBV 477871 672263 27.45% 4_.076%

26 16.086 2377 2380 2386 rVB2 31835 47568 1.94% 0.288%

27 16.598 2462 2467 2472 rBV2 34523 63387 2.59% 0.384%

28 17.186 2562 2567 2574 rVB4 29973 64806 2.65% 0.393%

29 17.886 2681 2686 2694 rVB6 24814 60242 2.46% 0.365%

30 18.715 2819 2827 2832 rBV10 14550 40432 1.65% 0.245%
Sum of corrected areas: 16494881
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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:\HPCHEMI\BNA_F\DATA\BF050118\

BF104985.D
1 May 2018 15:55
JussJ
J2616-13
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104985.D

Acq On : 1 May 2018 15:55

Operator : JU/SJ

Sample - J2616-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 14.60 ng 484266 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 494 (4.993 min): BF104985.D (-489) (-) m/z 43.00 100.00%
a3
59
5000
101
4.60 4.80 500 5.20 5.40
Ll 51 | | 8.3 | 0
) R R S AN AL RRARA RARSA RARAN AARAN LALA SALRS SRS RARRY m/z 59.00 64.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 N SR AR SR
4.60 4.80 500 5.20 5.40
m/z 101.00 27 .02%
31 83 g3 101
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.00 16.95%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime A e R
43 460 4.80 500 5.20 5.40

m/z 41.10 9.46%

5000
101

58

15
L2l 6o 84 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104985.D

Acq On : 1 May 2018 15:55

Operator : JU/SJ

Sample - J2616-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.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 unknown6.56 Concentration Rank 2

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

6.56 24 .97 ng 828319 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 760 (6.557 min): BF104985.D (-756) (-) m/z 132.00 100.00%
32
5000 68
6 TTrTTTITTT T T T T T T T
40 4, 54 75 104 6.20 6.40 6.60 6.80
o N, i - A VAR -1 My E S N m/z 68.10 37.43%
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 A
5000 A ARSE SRS AN
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.19%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
5000 67 m/z 66.00 23.90%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R e e  RRmaE!
132 6.20 6.40 6.60 6.80

m/z 96.00 14 .48%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104985.D

Acq On : 1 May 2018 15:55

Operator : JU/SJ

Sample - J2616-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.45 ng 213087 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 2002 (13.863 min): BF104985.D (-1998) (-) m/z 83.10 100.00%
57
5000 4 11 ANwa,Mﬂw~,VA¥»»ww”ww~wﬂw
U DU BN SURIUR SR
126 153169 207 13.60 13.80 14.00 14.20
0 m/z 57.05 89.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55
5000 LN SIS B SULRLE AU
Bmmmmmmm
m/z 97.05 89.01%
29 139 oo
0...“.hwh.ﬂq 182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
' 13.60 13.80 14.00 14.20
5000 111 m/z 43.05 79.58%
29
0 139 167182 210 238 266 204 MMHA~MN*AMNA\MwN\MA#AMMq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 e  RRRaE Bam s
55 13.60 13.80 14.00 14.20
m/z 55.05 79.21%
5000
29
ol 182 210 238 266
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14.00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104985.D

Acq On : 1 May 2018 15:55

Operator : JU/SJ

Sample - J2616-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.99 14.6 ng 484266 1 6.79 663575 20.0
unknown6 .56 6.56 25.0 ng 828319 1 6.79 663575 20.0
Behenic alcohol 13.86 6.5 ng 213087 5 14.04 660439 20.0
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