LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089640.D

Acq On : 5 Aug 2016 20:33

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 45 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-BF080416_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 4.638 265 267 278 rBY 59529 134068 8.95% 1.533%
2 5.336 325 328 347 rBvY 312183 616903 41.19% 7 .055%
3 6.982 469 472 479 rBVY 205406 356662 23.81% 4.079%
4 7.096 479 482 501 rVB 827761 1201395 80.21% 13.739%
5 7.439 510 512 524 rBvV 139543 223339 14.91% 2.554%

6 7.679 530 533 536 rBvV 829428 1033105 68.98% 11.815%
7 8.353 589 592 603 rBvV 511037 781726 52.19% 8.940%
8 9.473 687 690 706 rVvB 204189 291473 19.46% 3.333%
9 11.256 842 846 855 rBV 1143983 1497769 100.00% 17.129%
10 11.942 903 906 912 rVB 28515 39846 2.66% 0.456%
11 12.296 934 937 940 rBV 217399 295362 19.72% 3.378%
12 13.154 1008 1012 1015 rBV 14513 17547 1.17% 0.201%
13 13.588 1047 1050 1059 rBV 414715 627400 41.89% 7.175%
14 13.919 1075 1079 1087 rBV2 15400 31977 2.13% 0.366%
15 14.685 1144 1146 1154 rVB 161252 210895 14.08% 2.412%
16 15.691 1231 1234 1242 rBV 26528 41041 2.74% 0.469%
17 16.800 1328 1331 1339 rBV 17608 29947 2.00% 0.342%
18 17.051 1350 1353 1356 rBV 764942 872208 58.23% 9.975%
19 18.308 1460 1463 1468 rBV2 18207 28987 1.94% 0.332%

20 18.388 1468 1470 1475 rVV 173284 217763 14 .54% 2.490%

21 20.046 1613 1615 1622 rBV 155924 194779 13.00% 2.228%

Sum of corrected areas: 8744192
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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:\HPCHEM1I\BNA_F\DATA\BF080516\

BF089640.D
5 Aug 2016 20:33
UM/SsJ
H4367-28
45 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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\BF080516\
Data File : BF089640.D

Acq On : 5 Aug 2016 20:33

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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.

4.64 12.01 ng 134068 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 267 (4.638 min): BF089640.D (-265) (-) m/z 43.10 100.00%
a3
59
5000
101 IAREA RAARE RAREERARER R
40 | 83 4.40 4.60 4.80 5.00
1 R SNV Y| O N m/z 59.10 62.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L A UL UL R
59 440 460 480 500
m/z 101.10 22.03%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 4.60 4.80 500
5000 m/z 58.10 14.68%
55
o 21 37, 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L L
43 4.40 4.60 4.80 5.00
m/z 41.10 9.97%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089640.D

Acq On : 5 Aug 2016 20:33

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 unknown7.10 Concentration Rank 1

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

7.10 107.59 ng 1201400 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 482 (7.096 min): BF089640.D (-479) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J 6.80 7.00 7.20 7.40
o Jrer lws W w/7 68.10 40.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.80 7.00 7.20 7.40
2 51 78 m/z 134.00 32.25%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.80 7.00 7.20 7.40
5000 gg 116 m/z 66.10 26.20%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.80 7.00 7.20 7.40
m/z 69.10 16.29%
5000
33 am o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089640.D

Acq On : 5 Aug 2016 20:33

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 Nonadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.92 3.03 ng 31977 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Hexacosane 366 C26H54 000630-01-3 64
3 Octacosane 394 C28H58 000630-02-4 64
4 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 64
5 Tetratetracontane 619 C44H90 007098-22-8 64

Abundance Scan 1079 (13.919 min): BF089640.D (-1075) (-) m/z 57.10 100.00%
57
5000 85
‘ | 123 151 13.60 13.80 14.00 14.20
R m/z 43.10 66.56%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000
13.60 13.80 14.00 14.20
29 m/z 71.10 66.12%
0 \‘ \“ J all \H\ H‘ 1%3\14‘.1 169 197 268
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
13.60 13.80 14.00 14.20
5000 85 m/z 85.10 47 .87%
. 29 13 141 169 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 3%0 ' rm
Abundance #209566: Octacosane T e SERE
57 13.60 13.80 14.00 14.20
m/z 41.10 41 .05%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089640.D

Acq On : 5 Aug 2016 20:33

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 5 Undecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.89 ng 41041 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 53
2 Dodecanoic acid 200 C12H2402 000143-07-7 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Decanoic acid, silver(l+) salt 278 C10H19Ag02 013126-67-5 50
5 Butyraldehyde, semicarbazone 129 C5H11N30 013183-21-6 43
Abundance Scan 1234 (15.691 min): BF089640.D (-1231) (-) m/z 73.10 100.00%
60 1B
5000 149
129
| | J h“ || 115 ‘ | 213 15.40 15.60 15.80 16.00
o...,....,.'... AL ,....,....,....,....,....,....,...., m/z 43.10 97.01%
m/z--> 20 60 100 120 140 160 180 200
Abundance #50052. Undecanoic acid
60 73
41
5000 29
129 15.40 15.60 15.80 16.00
‘ 1m.u5 143 m/z 60.00 84 .02%
Lo [ AL MH s e
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
73
€0 L AR U SUNIURN UL
15.40 15.60 15.80 16.00
5000 43 129 m/z 41.10 79.49%
1s 157
101
. 143 171, 0, 200
R S SUELIS ILRL L SURILELE LS UL L WAL SRS S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39469: n-Decanoic acid A ma ,A. N
60 73 15.40 15.60 15.80 16.00
m/z 57.10 78.78%
5000 41
- 129
87 115 172
0,”18,\;‘, 1 W - I b S
m/z--> 20 40 60 80 100 120 140 160 180 200 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089640.D

Acq On : 5 Aug 2016 20:33

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 6 Dodecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.80 2.75 ng 29947 Chrysene-di12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Decanoic acid, silver(l+) salt 278 C10H19Ag02 013126-67-5 53
4 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 22
5 4-Pentadecanol 228 C15H320 109212-91-1 14

Abundance Scan 1331 (16.800 min): BF089640.D (-1328) (-) m/z 73.00 100.00%
43 7
5000 129
185 RN N I A R
d” || 16.40 16.60 16.80 17.00 17.20
obr—— S I B e m/z 57.10 85.40%
m/z--> 50 100 150 200 250 300 350
Abundance #61122: Dodecanoic acid
73
5000
43 129 16.40 16.60 16.80 17.00 17.20
101 157 m/z 60.10 82.33%
L || =0
0...JH“¢ hM‘ Y
m/z--> 50 o 150 200 250 300 350
Abundance
60
16.40 16.60 16.80 17.00 17.20
5000 41 m/z 43.10 81.05%
129
87
0 '1?' Ty }q7' "1F?17? S AR SR UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt [’W R BLE R
7 16. 40 16 60 16. 80 17. oo 17. 20
m/z 55.10 64 .40%
[ | M\\jb’\/\
5000 129
o ﬂJthH N Y - ?79., . ??OII . ?87| .... A
m/z--> 50 150 200 250 300 350 mmmmmmﬂmﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089640.D

Acq On : 5 Aug 2016 20:33

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 7 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.66 ng 28987 Chrysene-di12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 87
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 64
3 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 59
4 1-Hexacosanol 382 C26H540 000506-52-5 50
5 Cyclotetradecane 196 C14H28 000295-17-0 43
Abundance Scan 1463 (18.308 min): BF089640.D (-1460) (-) m/z 83.10 100.00%
56
5000 111 F
18.00 18.20 18.40 18.60
Ob vty m/z 55.05 96.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1
43
5000 83 ISR VN SRR BN SUNR
18.00 18.20 18.40 18.60
18 11 m/z 97.10 91.26%
0 |4l s 140 168 196 238 266 308 336
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
o 18.00 18,20 18.40 18.60
5000 m/z 43.10 84.62%
29 111
o 139 168 195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #197139: Carbonic acid, isobutyl octadecy! ester R e R RR B
18.00 18.20 18.40 18.60
m/z 57.10 83.48%
5000
111
0 139 168 196 224 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60

8270-BF080416.M Mon Aug 08 04:46:10 2016 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089640.D

Acq On : 5 Aug 2016 20:33

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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]
2-Pentanone, 4-hy... 4.64 12.0 ng 134068 1 7.44 223339 20.0
unknown7 .10 7.10 107.6 ng 1201400 1 7.44 223339 20.0
Nonadecane 13.92 3.0 ng 31977 4 14.69 210895 20.0
Undecanoic acid 15.69 3.9 ng 41041 4 14.69 210895 20.0
Dodecanoic acid 16.80 2.8 ng 29947 5 18.39 217763 20.0
n-Tetracosanol-1 18.31 2.7 ng 28987 5 18.39 217763 20.0
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