LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098792.D

Aca On = 25 Sep 2017 19:39

Operator : SJ/JU

Sample = 15395-13

Misc :

ALS Vial : 8 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 2.222 19 23 38 rvB 86081 129883 3.78% 0.401%
2 5.145 516 520 528 rBV 505476 609281 17.73% 1.880%
3 5.534 581 586 589 rBY 3244452 3314373 96.43% 10.225%
4 6.539 751 757 766 rVB 3036476 3437053 100.00% 10.603%
5 6.681 776 781 785 rBVY 3207405 3390414 98.64% 10.459%
6 6.916 817 821 824 rBV 892235 795100 23.13% 2.453%
7 7.069 843 847 851 rVB 2795694 2449062 71.25% 7 .555%
8 7.475 911 916 919 rBVY 2160619 2050107 59.65% 6.324%
9 8.192 1034 1038 1042 rBvV 1217537 1087652 31.64% 3.355%
10 9.269 1216 1221 1224 rBV 3677671 3429100 99.77% 10.579%

11 9.657 1283 1287 1290 rBV 570635 450873 13.12% 1.391%
12 9.951 1332 1337 1341 rVB 1398955 1198804 34.88% 3.698%
13 10.251 1382 1388 1393 rBV 27830 35087 1.02% 0.108%
14 10.374 1401 1409 1412 rBV2 67189 71345 2.08% 0.220%
15 10.739 1464 1471 1474 rBV 2259254 2210337 64.31% 6.819%

16 10.845 1486 1489 1498 rBV 84639 79732 2.32% 0.246%
17 11.439 1586 1590 1593 rBV 1454284 1236439 35.97% 3.814%
18 11.951 1673 1677 1681 rBV 117646 101668 2.96% 0.314%
19 13.021 1854 1859 1863 rBV 3383652 3392932 98.72% 10.467%
20 13.904 2005 2009 2022 rBV 440533 416514 12.12% 1.285%

21 14.074 2034 2038 2042 rVB 1266173 1120197 32.59% 3.456%

22 14.539 2112 2117 2123 rBV3 59430 85639 2.49% 0.264%
23 15.192 2224 2228 2231 rBV 36000 48123 1.40% 0.148%
24 15.568 2286 2292 2299 rBV 782704 1045186 30.41% 3.224%
25 16.027 2366 2370 2375 rBV 40739 62585 1.82% 0.193%
26 16.080 2375 2379 2384 rVVv2 39824 60773 1.77% 0.187%
27 16.550 2455 2459 2464 rVB2 37763 60794 1.77% 0.188%
28 17.168 2560 2564 2569 rVB4 25004 46350 1.35% 0.143%
Sum of corrected areas: 32415403
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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\BF092517\

BF098792.D

25 Sep 2017 19:39

SJ/Ju

15395-13

8 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\BF092517\
Data File : BF098792.D

Aca On = 25 Sep 2017 19:39

Operator : SJ/JU

Sample : 15395-13

Misc :

ALS Vial : 8 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 5

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

2.22 3.27 ng 129883 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 17
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 23 (2.222 min): BF098792.D (-19) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.1 87.0
2.20 2.30 2.40 2.50 2.60
S 1 O VRO ENU RN m/z 43.00 38.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HURE VNN IURURE G AR AR
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 25.93%
29.0 ‘
'W'”'P'M“”'WML'P'”I”'W'“'P'”I”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 25.19%
43.0
310 83.0 wo 115.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8393: 3-Pentanol, 2,4-dimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.00 11.65%
55.0
5000
43.0
50 Zo 80 seo0 mao
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\BF092517\
Data File : BF098792.D

Aca On = 25 Sep 2017 19:39

Operator : SJ/JU

Sample : 15395-13

Misc :

ALS Vial : 8 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 3

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

5.15 15.33 ng 609281 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 521 (5.151 min): BF098792.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS R L L
| 83.0 | 480 5.00 5.20 5.40
e e e m/z 59.00 55.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL UL B
59.0 480 500 520 540
0,
150 4, 1010 m/z 101.00 19.64%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.00 15.76%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LA L L L L B L
43.0 480 5.00 5.20 5.40
m/z 41.00 9.16%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098792.D

Aca On = 25 Sep 2017 19:39

Operator : SJ/JU

Sample : 15395-13

Misc :

ALS Vial : 8 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 unknown6.68 Concentration Rank 1

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

6.68 85.28 ng 3390410 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 781 (6.681 min): BF098792.D (-776) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 UL A L R
40.1 540 | 6.40 6.60 6.80 7.00
v v e X B N 1S [ N m/z 68.10 39.73%
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 RSN S A
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 33.31%
| P H | !
mz-> 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 25.13%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
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 N B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.28%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 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\BF092517\
Data File : BF098792.D

Aca On = 25 Sep 2017 19:39

Operator : SJ/JU

Sample : 15395-13

Misc :

ALS Vial : 8 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 7.44 ng 416514 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 1-Heptacosanol 396 C27H560 002004-39-9 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 2008 (13.898 min): BF098792.D (-2005) (-) m/z 55.00 100.00%

e

139.1 13160 13.80 14.00 1420
.1191.0
e e o0l m/z 43.00 99.33%

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
13160 13.80 14.00 1420
m/z 57.05 98.62%

5000

29.0
Lok gll 167.0 196.0  238.0 266.0 294.0
S M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.00 92.10%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

m@mﬁm‘m@mﬁm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #186968: n-Tetracosanol-1 T T
13.60 13.80 14.00 14.20

m/z 68.95 81.79%

29.0

1 ~ 167.0195.0222.0 250.0 280.0 308.0 336.0

m/z--> 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

5000
I ‘
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092517\
Data File : BF098792.D

Acq On = 25 Sep 2017 19:39

Operator : SJ/JU

Sample - 15395-13

Misc :

ALS Vial : 8 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 3.3 ng 129883 1 6.92 795100 20.0
2-Pentanone, 4-hy... 5.15 15.3 ng 609281 1 6.92 795100 20.0
unknown6 .68 6.68 85.3 ng 3390410 1 6.92 795100 20.0
1-Heneicosanol 13.90 7.4 ng 416514 5 14.07 1120200 20.0
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