LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087334.D

Acq On : 24 May 2016 10:40

Operator : UM/SJ

Sample - H3168-12

Misc :

ALS Vial : 32 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-BF052316 .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 1.690 7 9 60 rvB 3976084 10651484 100.00% 29.332%
2 4.879 286 288 304 rBvY 118156 333407 3.13% 0.918%
3 5.519 342 344 371 rBVY 959734 2038012 19.13% 5.612%
4 7.142 484 486 494 rBV 1442879 2214078 20.79% 6.097%
5 7.267 494 497 505 rVvV 1385636 2372226 22.27% 6.533%

7.610 525 527 536 rBV 676135 912795 8.57% 2.514%
7.839 545 547 558 rBV 1096126 1787200 16.78% 4.922%
8.513 604 606 615 rBvV 853295 1508023 14.16% 4_.153%
9.645 702 705 709 rBvV 748504 1201695 11.28% 3.309%
11.416 857 860 863 rBV 2166203 2697454 25.32% 7.428%

=
QO ~NO®

11 12.114 919 921 925 rBV 161372 222471 2.09% 0.613%
12 12.468 949 952 958 rBV 1030911 1478626 13.88% 4.072%
13 13.302 1022 1025 1028 rVB 92978 108713 1.02% 0.299%
14 13.760 1062 1065 1072 rBV 800783 1222948 11.48% 3.368%
15 14.080 1090 1093 1098 rBV 75891 128056 1.20% 0.353%

16 14.880 1160 1163 1173 rVB 774556 1276016 11.98% 3.514%
17 15.634 1226 1229 1232 rBV 97686 108406 1.02% 0.299%
18 16.594 1310 1313 1314 rBV 246480 244127 2.29% 0.672%
19 16.628 1314 1316 1321 rVV 339703 372131 3.49% 1.025%
20 17.211 1364 1367 1370 rBV 2103870 2397117 22.51% 6.601%

21 18.560 1482 1485 1487 rBV 578947 952717 8.94% 2.624%
22 18.606 1487 1489 1492 rVB 177152 284555 2.67% 0.784%

23 19.577 1571 1574 1580 rBV 929075 1096288 10.29% 3.019%
24 20.217 1628 1630 1636 rBV 446135 705172 6.62% 1.942%

Sum of corrected areas: 36313717
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF052316\

- BF087334.D

- 24 May 2016 10:40

- UM/SJ

- H3168-12

- 32 Sample Multiplier: 1

C:\DATABASENNISTO2.L

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
Ab TIC: BF087334.D
A5 1
3000000
2000000
1.7
7.84
1000000 5.52 851
7.61
\ 4.88 K_ l
7 e e e e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
AbXé‘H&S}?& TIC: BF087334.D
3000000
11.42
2000000
000000 1247
1 9.64 13.76 14.88
i<
L‘ 1211 13.30 14.08 15.63
T e e A L
Time--> 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50
AbXé‘H&S}?& TIC: BF087334.D
3000000
17.21
2000000
1000000 19.58
18.56 20.22
.61
Ol Nl IR o e T B L B e e o e BB e
Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087334.D

Acq On : 24 May 2016 10:40

Operator : UM/SJ

Sample : H3168-12

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.88 7.31 ng 333407 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone 86 C5H100 000107-87-9 10
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 288 (4.879 min): BF087334.D (-286) (-) m/z 43.05 100.00%

48
5000 59

101 460 480 500 520

e B0 8l m/z 59.10 46.38%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

460 4.80 5.00 5.20
m/z 58.00 13.59%

25 3L a7 83 g3 1
R R A B B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43

4.60 4.80 5.00 5.20

5000 m/z 101.10 13.52%
58 71 88
15 27 37 50 65
R A B B e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3602: 1-Propen-2-ol, acetate e P
43 460 480 500 520

m/z 41.10 9.84%

5000
58 5
%5 27 37, 7‘ 100

m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087334.D

Acq On : 24 May 2016 10:40

Operator : UM/SJ

Sample : H3168-12

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.27 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.27 51.98 ng 2372230 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 497 (7.267 min): BF087334.D (-494) (-) m/z 132.10 100.00%
132
5000 68 A
40 96 J HAS SRS AR R SR
54 7.00 7.20 7.40 7.60
(er lsus o "h/z 68.05 43.01%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000

7.00 7.20 7.40 7.60

33 a4 105 m/z 134.00 33.11%
70
00w s
e i |
miz-> 20 40 60 80 100 120 140 160 180
Abundance
57 132
L
74 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 29.57%
89 | 107 158 189
UNBENEMNEINEN VR S 1| NN
miz-> 20 40 60 80 100 120 140 160 180
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132 7.00 7.20 7.40 7.60

m/z 69.10 18.45%

5000
92
65
27 30 51 o 1Py \\

m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087334.D

Acq On : 24 May 2016 10:40

Operator : UM/SJ

Sample : H3168-12

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Silane, trichlorooctadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.08 2.01 ng 128056 Phenanthrene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 1093 (14.080 min): BF087334.D (-1090) (-) m/z 57.10 100.00%
57
85
| 13 14 13.80 14.00 14.20 14.40
e m/z 43.10 85.14%
m/z--> 50 100 150 200 250 300 350
Abundance #152929: Silane, trichlorooctadecyl-
57
5000 N SRR BN UL B
85 13.80 14.00 14.20 14.40
29 m/z 71.10 52.89%
““J || (118135155175 203 231 250 303 331 357 386
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
13.80 14.00 14.20 14.40
5000 o m/z 41.10 38.77%
29
113 141 169 198
m/z--> " 'so 100 150 200 250 300 350
Abundance #73965: Hexadecane A R RSB
57 13.80 14.00 14.20 14.40
m/z 85.05 33.35%
5000
85
29
| w 1 J 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 ' 13.80 14.00 14.20 14.40

8270-BF052316.M Tue May 24 19:03:48 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087334.D

Acq On : 24 May 2016 10:40

Operator : UM/SJ

Sample : H3168-12

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Chloroethyl linoleate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.59 3.83 ng 244127 Phenanthrene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethyl linoleate 342 C20H35CI102 025525-76-2 93
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 76
3 7-Hexadecyne 222 C16H30 074685-28-2 74
4 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 74
5 1-Tridecyne 180 C13H24 026186-02-7 74

Abundance Scan 1313 (16.594 min): BF087334.D (-1310) (-) m/z 67.10 100.00%

67
5000

16.20 16.40 16.60 16.80 17.00
m/z 55.10 82.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #138048: 2-Chloroethyl linoleate
6/7
5000

16.20 16.40 16.60 16.80 17.00
m/z 41.10 77.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41 67

16.20 16.40 16.60 16.80 17.00

5000 95 m/z 81.10 75.95%
123 149 198 262 294
mmmwwﬁwﬁwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71108: 7-Hexadecyne B E e S

16.20 16.40 16.60 16.80 17.00
m/z 54.10 51.19%

|

41 165 103 218
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16. 20 16. 40 16 60 16 80 17. 00

5000

8270-BF052316.M Tue May 24 19:03:49 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087334.D

Acq On : 24 May 2016 10:40

Operator : UM/SJ

Sample : H3168-12

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 7 9-Octadecenoic acid (Z)-, m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.63 5.83 ng 372131 Phenanthrene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 91
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 87
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 74
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 72

Abundance Scan 1316 (16.628 min): BF087334.D (-1314) (-) m/z 55.10 100.00%

5000

16.40 16.60 16.80 17.00
m/z 41.10 70.89%

123 141 165180 547222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115454: 9-Octadecenoic acid (2)-, methyl ester

5000
16.40 16.60 16.80 17.00

m/z 43.10 59.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
74 16.40 16.60 16.80 17.00
5000 m/z 69.10 48.42%
97
29
123 222 264
138153 180 507" 246 | 279296

WWW‘WWW’TWWW

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

Abundance #115445: 14-Octadecenoic acid, methyl ester MMM M | G . r
16. 40 16. 60 16. 80 17. 00

m/z 74.05 44 _72%

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16. 60 16. 80 17. 00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087334.D

Acq On : 24 May 2016 10:40

Operator : UM/SJ

Sample : H3168-12

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 8 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.58 31.09 ng 1096290 Perylene-d12 20.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 90
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 d-Glucosamine 179 C6H13NO5 000090-77-7 59
5 Hexanamide 115 C6H13NO 000628-02-4 47

Abundance Scan 1574 (19.577 min): BF087334.D (-1571) (-) m/z 59.10 100.00%

9

5000

19.20 19.40 19.60 19.80
m/z 72.10 59.64%

114 137154170 198 221240

277294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #135944: 13-Docosenamide, (2)-
59
41
5000 LI L L L L L LB B L LB B
137 19.20 19.40 19.60 19.80
‘ ‘ m/z 55.05 58.45%
337
B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
19 20 19.40 19. 60 19.80
5000 m/z 41.10 43.07%
41
18 83 114 136154 184 200238 264°°1

mmmmmm’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...

19.20 19.40 19.60 19.80

m/z 43.05 39.76%

5000

83

111 141 170 196213229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052316\
Data File : BF087334.D

Acq On : 24 May 2016 10:40

Operator : UM/SJ

Sample - H3168-12

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.88 7.3 ng 333407 1 7.61 912795 20.0
unknown7 .27 7.27 52.0 ng 2372230 1 7.61 912795 20.0
Silane, trichloro... 14.08 2.0 ng 128056 4 14.88 1276020 20.0
2-Chloroethyl lin... 16.59 3.8 ng 244127 4 14.88 1276020 20.0
9-Octadecenoic ac... 16.63 5.8 ng 372131 4 14.88 1276020 20.0
13-Docosenamide, ... 19.58 31.1 ng 1096290 6 20.22 705172 20.0
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