LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\

Data File : BF099001.D

Aca On 2 0Oct 2017 15:59 Instrument :
Operator : SJ/JU gmgigamlem'
3?22 le 15457-19 TW-3 09271p7
ALS Vial : 5 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-BF092317.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 2.216 17 22 34 rvVB 369830 479384 11.69% 1.727%
2 5.128 513 517 529 rVB 235216 273054 6.66% 0.983%
3 5.522 579 584 587 rBY 1817088 1720852 41.98% 6.198%
4 6.522 749 754 757 rBVY 1221571 1072067 26.15% 3.861%
5 6.669 774 779 782 rBVY 2933501 2840706 69.29% 10.232%

6.898 814 818 822 rBV 904684 807497 19.70% 2.908%
7.057 841 845 848 rBV 2894809 2669052 65.11% 9.613%
7.463 909 914 917 rBV 2068073 2210259 53.92% 7.961%
8.181 1032 1036 1040 rBV 1194073 1061607 25.90% 3.824%
9.257 1213 1219 1223 rBV 3679437 4099499 100.00% 14.766%

=
QO ~NO®

11 9.645 1281 1285 1289 rBV 326593 280189 6.83% 1.009%
12 9.939 1330 1335 1339 rBV 1319511 1143672 27.90% 4._.119%
13 10.133 1364 1368 1374 rBV 91871 83740 2.04% 0.302%
14 10.727 1464 1469 1473 rBV 1928236 2015845 49.17% 7.261%
15 10.822 1479 1485 1496 rVB 566765 859267 20.96% 3.095%

16 10.969 1506 1510 1517 rVB 75894 65584 1.60% 0.236%
17 11.427 1584 1588 1591 rBV 1343393 1111478 27.11% 4._.003%
18 13.016 1853 1858 1861 rBV 3305595 3267109 79.70% 11.768%
19 13.892 2004 2007 2016 rBV 86514 101492 2.48% 0.366%
20 14.068 2033 2037 2040 rBV 909066 849763 20.73% 3.061%

21 15.557 2284 2290 2300 rBV 538372 706011 17.22% 2.543%
22 16.004 2361 2366 2372 rBV 29031 45685 1.11% 0.165%

Sum of corrected areas: 27763812
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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\BF100217\

BF099001.D

2 Oct 2017 15:59

SJ/Ju

15457-19

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099001.D

Aca On : 2 Oct 2017 15:59

Operator : SJ/JU

Sample : 15457-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.22 11.87 ng 479384 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 27
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 23 (2.222 min): BF099001.D (-17) (-) m/z 73.05 100.00%
74.0 ?
5000 430
55.0 87.1
2.20 2.30 2.40 2.50 2.60
bbb e e e e e e e || M/ 43.00 36 44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 MR IR UNURE A RARAE RARRE
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 26.41%
29.0 ‘
0 In ‘ ‘ !
W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'
m/z--> 20 30 70 80 90 100 110 120 130
Abundance
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 24 .55Y%
29.0
o 97.0 112.0  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.14%
5000 43.0
58.0
29.0 8.0
0 . |||‘|“|||| |l|| S e — S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099001.D

Aca On : 2 Oct 2017 15:59

Operator : SJ/JU

Sample : 15457-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.13 6.76 ng 273054 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF099001.D (-513) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRS R RN R
| 83.0 | 4.80 5.00 5.20 5.40
o] OO | S MM D M m/z 59.00 59.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS RN R
4.80 5.00 5.20 5.40
59.0 m/z 101.00 19.79%
270 ‘ oo 830 1010
AL RS A RN NARLA R RSN ARREA NSNS ARSI ARSS S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 17.26%
29.0
87.0
ol 150 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester O EAmEE e e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.45%
5000 41.0
0 I L 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099001.D

Aca On : 2 Oct 2017 15:59

Operator : SJ/JU

Sample : 15457-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.67 Concentration Rank 1

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

6.67 70.36 ng 2840710 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 779 (6.669 min): BF099001.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || aso % 1m0 "ok ok om0 760
o Y NSO A - B 1 N | N m/z 68.10 38.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IREBEAAEEE R UL S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.10%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.77%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole — e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .96%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099001.D

Aca On : 2 Oct 2017 15:59

Operator : SJ/JU

Sample : 15457-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Azacyclohexan-2-carboxylic ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.82 15.46 ng 859267 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azacvclohexan-2-carboxvlic acid ... 242 C12H22N203 184637-51-2 64
2 1-Alanine. N-allvloxvcarbonvl-. ... 229 C11H19NO4 1000313-42-3 64
3 I-Alanine. N-allvloxvcarbonvl-. ... 243 C12H21NO4 1000313-42-5 59
4 1-Alanine. N-allvloxvcarbonvl-, ... 201 C9H15N04 1000313-42-1 59
5 I-Alanine, N-allyloxycarbonyl-, ... 229 C11H19NO4 1000313-42-4 59
Abundance Scan 1485 (10.822 min): BF099001.D (-1479) (-) m/z 128.10 100.00%
128.1
5000 84.0
57.1 184.1 N |
391 1101 156.1 10.60 10.80 11.00 11.20
o B N St I S | 2222 | | 'm/z 84.05  47.88%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95354: Azacyclohexan-2-carboxylic acid amide, 1-boc-N-methyl
84.0 128.0
57.0
5000 AN S SR R
184.0 10.60 10.80 11.00 11.20
m/z 57.10 28.07%
o Ll . 1100 | , 1550 | | 204022302420
miz-> 20 40 éo 80 100 120 140 160 180 200 220 250
Abundance
128.0
10,60 10.80 11.00 11.20
5000 41.0 m/z 184.10 22 .59%
84.0
0 59.0 104.0 156.0 182.0
[rerrprreryrrrr T T T T T T T T T T T T e T T T T T T T T T T T T T T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96357: |-Alanine, N-allyloxycarbonyl-, pentyl ester i L B!
128.0 10.60 10.80 11.00 11.20
m/z 41.05 18.36%
5000 41.0
84.0
Ol 1| | 103.0 | 156.0 243.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099001.D

Aca On : 2 Oct 2017 15:59

Operator : SJ/JU

Sample : 15457-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.39 ng 101492 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 2007 (13.892 min): BF099001.D (-2004) (-) m/z 57.00 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 83.10 92.61%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

-

5000
13.60 13.80 14.00 14.20
m/z 55.05 86 .55%
29.0 139.0
ol Lol "~ 167.0 196.0  238.0 266.0294.0
S ) L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
Ao S
13.60 13.80 14.00 14.20
5000 111.0 m/z 43.05 83.81%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

:

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 B
57.0 83.0 13.60 13.80 14.00 14.20
m/z 97.05 79.63%
5000
29.0 139.0
o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
-
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100217\
Data File : BF099001.D

Acq On : 2 Oct 2017 15:59

Operator : SJ/JU

Sample - 15457-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.22 11.9 ng 479384 1 6.90 807497 20.0
2-Pentanone, 4-hy... 5.13 6.8 ng 273054 1 6.90 807497 20.0
unknown6 .67 6.67 70.4 ng 2840710 1 6.90 807497 20.0
Azacyclohexan-2-c... 10.82 15.5 ng 859267 4 11.43 1111480 20.0
1-Heneicosanol 13.89 2.4 ng 101492 5 14.07 849763 20.0
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