LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104994.D

Acq On : 1 May 2018 19:53

Operator : JU/SJ

Sample - J2616-31

Misc :

ALS Vial : 20 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

4.345 380 384 392 rBV 324090 399973 7.95% 1.878%
5.034 488 501 504 rBV 2175267 5030506 100.00% 23.617%
rBv 108253 128793 2.56% 0.605%
6.428 734 738 757 rBV 776495 864606 17.19% 4_059%
6.557 757 760 768 rVB 276368 221190 4._.40% 1.038%
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6.787 796 799 807 rBV 839411 651798 12.96% 3.060%
6.945 822 826 829 rBV 2449435 2144700 42.63% 10.069%
7.357 891 896 899 rBV 1567494 1634552 32.49% 7.674%
8.075 1014 1018 1039 rVB 998713 914400 18.18% 4._.293%
9.151 1196 1201 1204 rBV 3423400 3108137 61.79% 14.592%

=
QO ~NO®

11 9.545 1264 1268 1275 rBV 254864 239624 4.76% 1.125%
12 9.827 1313 1316 1330 rVB 1056962 997403 19.83% 4.683%
13 10.722 1466 1468 1473 rBV 78672 77807 1.55% 0.365%
14 11.322 1566 1570 1580 rBV 988336 892948 17.75% 4.192%
15 12.910 1836 1840 1844 rBV 2388098 2420374 48.11% 11.363%

16 13.821 1991 1995 2008 rBV 255705 280599 5.58% 1.317%
17 14.004 2022 2026 2035 rVB 684225 668877 13.30% 3.140%
18 15.545 2283 2288 2299 rVB 451176 623862 12.40% 2.929%

Sum of corrected areas: 21300149
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104994.D

Acqg On : 1 May 2018 19:53

Operator : JUu/SJ

Sample - J2616-31

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

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

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

Abundance TIC: BF104994.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104994.D

Acq On : 1 May 2018 19:53

Operator : JU/SJ

Sample - J2616-31

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4_.35 12.27 ng 399973 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 78

Abundance Scan 385 (4.351 min): BF104994.D (-380) (-) m/z 83.00 100.00%
83
55
5000 4s 98
e
4.00 4.20 4.40 4.60
0 ...,....,....,..?ZLM‘..‘.‘?-J.:.,..‘?7.,...77.,.'...,....,.... m/z 55.00  77.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NSRS AR SRR
29 98 4.00 4.20 4.40 4.60
m/z 98.00 36.12%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% NSRS AR SRR
43 4.00 4.20 4.40 4.60
5000 m/z 43.00 30.98%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
5 83 4.00 4.20 4.40 4.60
m/z 39.10 21.97%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... SN VG —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104994.D

Acq On : 1 May 2018 19:53

Operator : JU/SJ

Sample - J2616-31

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.03 154.36 ng 5030510 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 25
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 500 (5.028 min): BF104994.D (-488) (-) m/z 43.00 100.00%
43
59
5000
101 —
4.60 4.80 5.00 5.20 5.40
83
0 ..,....,....,.?.6.','.-:..?.1.4!,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 63.14%
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 SRS S R
4.60 4.80 5.00 5.20 5.40
m/z 101.00 25.12%
31 83 g3 101
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“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 16.19%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- e
59 460 4.80 5.00 5.20 5.40
31 m/z 41.10 9.79%
5000 41
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l'“'%Q?”l"'W""I”"I'”'I SRS S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104994.D

Acq On : 1 May 2018 19:53

Operator : JU/SJ

Sample - J2616-31

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 3 unknown6.56 Concentration Rank 5

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

6.56 6.79 ng 221190 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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 760 (6.557 min): BF104994.D (-757) (-) m/z 132.00 100.00%
5000 68
96 rrrrTTTyTTT T T T T T T T
40 54 J 6.20 6.40 6.60 6.80
S TR || Jrer lws W~ m/z 68.10 35.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA RSE SRS LA
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 31.46%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 22.33%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B A
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 14 .63%
5000 og 0
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 S | S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF040618.M Wed May 02 14:42:20 2018

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104994.D

Acq On : 1 May 2018 19:53

Operator : JU/SJ

Sample - J2616-31

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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 5 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 8.39 ng 280599 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 92

Abundance Scan 1995 (13.821 min): BF104994.D (-1991) (-) m/z 83.05 100.00%

57

'

5000 111
3 139 167 13.60 13.80 14.00 14.20
0 m/z 57.05 94 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83

:

5000 LA B B L L L L LB
13.60 13.80 14.00 14.20
29 m/z 97.10 93.54%
ol Lol 167 196 238 266 294
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 86.72%
29 139

167 195 222 250 280 308 336

-

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

Abundance #166292: Behenic alcohol B B e

55 83 13.60 13.80 14.00 14.20
m/z 43.05 83.08%

5000
29
o il 167 196 224 252 280 308

AsaanseaassEieae T e

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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF104994.D

Acq On : 1 May 2018 19:53

Operator : JU/SJ

Sample - J2616-31

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : 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]
3-Penten-2-one, 4... 4.35 12.3 ng 399973 1 6.79 651798 20.0
2-Pentanone, 4-hy... 5.03 154.4 ng 5030510 1 6.79 651798 20.0
unknown6 .56 6.56 6.8 ng 221190 1 6.79 651798 20.0
1-Heneicosanol 13.82 8.4 ng 280599 5 14.00 668877 20.0
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