LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 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-BF122116.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 3.990 182 184 194 rVB 24844 54411 1.00% 0.112%
2 4.401 215 220 234 rVB2 18542 64157 1.18% 0.132%
3 4.733 245 249 262 rBVY 1287552 2588770 47 .64% 5.318%
4 5.190 287 289 292 rBVY 3282331 4780976 87.98% 9.821%
5 6.264 380 383 390 rBVY 4483579 5156065 94.88% 10.591%
6 6.367 390 392 395 rVB 5321508 5434062 100.00% 11.162%
7 6.596 410 412 414 rBV 1009519 956979 17.61% 1.966%
8 6.756 423 426 428 rBV 2961495 3991405 73.45% 8.199%
9 7.167 459 462 464 rBV 3130907 3248875 59.79% 6.674%
10 7.304 472 474 479 rBV 55286 78553 1.45% 0.161%

11 7.876 522 524 527 rBV 1183734 1393272 25.64% 2.862%
12 8.836 605 608 612 rBvY 50032 63940 1.18% 0.131%
13 8.962 616 619 621 rBV 4773942 4726813 86.98% 9.709%
14 9.362 651 654 656 rBVY 1330367 1126226 20.73% 2.313%
15 9.625 675 677 680 rBV 1329131 1374896 25.30% 2.824%

16 10.048 709 714 715 rBV 99296 99994 1.84% 0.205%
17 10.082 715 717 718 rVB 58275 72278 1.33% 0.148%
18 10.425 744 747 749 rBV2 2219488 3206591 59.01% 6.587%
19 10.550 756 758 762 rVB 99015 123436 2.27% 0.254%
20 10.996 795 797 798 rBV 72470 76645 1.41% 0.157%

21 11.110 804 807 809 rBvV 965081 1396615 25.70% 2.869%
22 11.362 827 829 833 rBvV 102510 195380 3.60% 0.401%
23 11.659 853 855 859 rvB2 257008 251769 4.63% 0.517%
24 12.311 910 912 914 rBV 219110 201121 3.70% 0.413%

25 12.436 922 923 929 rBV2 38392 82334 1.52% 0.169%
26 12.539 929 932 934 rVB 158967 183023 3.37% 0.376%
27 12.585 934 936 941 rVB 43642 55341 1.02% 0.114%
28 12.688 943 945 948 rVB 2837889 3854096 70.92% 7.917%
29 12.939 963 967 968 rBV 63330 74810 1.38% 0.154%

30 13.602 1023 1025 1034 rBV2 165296 370984 6.83% 0.762%

31 13.728 1034 1036 1041 rVB 1030087 1189929 21.90% 2.444%
32 14.517 1097 1105 1109 rBV3 40112 117798 2.17% 0.242%
33 14.585 1109 1111 1115 rVB 83519 106535 1.96% 0.219%
34 14.734 1121 1124 1127 rBV 79197 192599 3.54% 0.396%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.814 1127 1131 1139 rVB4 63244 214239 3.94% 0.440%
36 15.042 1148 1151 1153 rBV 58999 69274 1.27% 0.142%
37 15.088 1153 1155 1158 rBV 869796 1081159 19.90% 2.221%
38 15.568 1194 1197 1200 rBvV4 40799 114508 2.11% 0.235%
39 16.334 1261 1264 1268 rBV 27652 56521 1.04% 0.116%
40 16.528 1276 1281 1290 rBVS8 25220 132552 2.44% 0.272%

41 16.711 1294 1297 1303 rBV2 37650 123627 2.28% 0.254%

Sum of corrected areas: 48682558
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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\BF011217\

BF092229.D

13 Jan 2017 2:23

UM/SsJ

11131-01

24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
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2000000
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Time-->
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4.00
TIC: BF092229.D

10.42
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11.11

\ 11.66

8.84 100058 10.55 1100 1136

12.69
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L
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0
Time-->
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TIC: BF092229.D

15.09

1442814811504 1557 16.336.536.71
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Time-->
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15.00 15.50

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.73 54.10 ng 2588770 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (4.733 min): BF092229.D (-245) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 o I S M
4.40 4.60 4.80 5.00
83.0
o Y R A £ N m/z 59.10 61.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- /L
43.0
5000 L R R I
59.0 440 460 480 500
0
150 4, 1010 m/z 101.10 22 .89%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
4.40 4.60 480 500
5000 410 m/z 58.00 15.44%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 4.40 4.60 4.80 5.00

m/z 41.10 8.99%

5000 101.0
28.0 59.0
84 0
150 ) i
0 n | H‘ |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 unknown6.37 Concentration Rank 1

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

6.37 113.57 ng 5434060 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 392 (6.367 min): BF092229.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sao || %O S0 0 o 60 60
o S PO A 1 N PO .- B £ IR | N m/z 68.10 46.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RN RN AR
6.00 6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.37%
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
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.00 28.61%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R o R R
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.27%
117.0
5000
39.0 910
o | S0 @omo | wso || |
0|||||||||‘|||||||||‘|‘||||l|||||||||||||| |‘|‘|||||l|||l‘ AR e N N —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 4 1-Pentadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.36 2.80 ng 195380 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 99
2 Cvclotetradecane 196 C14H28 000295-17-0 98
3 2-Tetradecene. (E)- 196 C14H28 035953-53-8 95
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 94
Abundance Scan 829 (11 362 min): BF092229.D (-827) (-) m/z 55.05 100.00%
55.0 .0
200 \/M
390 1391 167.0 11,00 11.20 1140 1160
o S| m/z 83.05 95.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #63049: 1-Pentadecene
43.0 83.0
5000 R B LI S
1110 nmumnmnm
2710 m/z 69.05 91.17%
Ll ! I ‘\ ‘\ L MO0 16601820 2100
m/z--> 25 Jo o 85 100 1 o 150 160 180 260 '
Abundance
55.0
83.0 11,00 11.20 1140 1160
m/z 57.10 84 .70Y%
5000 9.0 0
111.0
o 139.0 168.0 196.0
mz-> 20 40 60 80 100 120 140 160 180 200 |
Abundance #53627: 2-Tetradecene, (E)- LA L L LB L B L N N B
55.0 11.00 11.20 11.40 11.60
m/z 43.10 84 .13%
5000 29.0 M
83.0
111.0
o Ml ) a0e asse 1001 S\
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.61 ng 251769 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 855 (11.659 min): BF092229.D (-853) (-) m/z 73.00 100.00%
431 730
5000
129.1
97.1 B o o L
1571 1gs1 2132, 11,40 11.60 11.80 12.00
Ol m/z 43.10 84.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 L/\J\M
5000 LRI UL B UL S
nmnmnmnm
1290 2560 m/z 60.00 78.01%
o ‘ A H I 97‘”0 ‘ 152. 0171 0 194, 0213 0 :
m/z--> 25 Jo ' 80 100 150 150 1éo 1éo 260 220 210 2éo
Abundance
73.0
430 1140 1160 1180 1200
5000 129.0 m/z 57.05 67.32%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid e L/ S
73.0 nmnmnmnm
43.0 m/z 55.05 59.06%
0l15.0 : ) '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.60 6.24 ng 370984 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
4 1-Heptadecanol 256 C17H360 001454-85-9 87
5 1-Octadecanol 270 C18H380 000112-92-5 87
Abundance Scan 1025 (13.602 min): BF092229.D (-1023) (-) m/z 57.10 100.00%
57.1
97.1
5000
t‘ZS ! 13.20 13.40 13.60 13.80 14.00
153.1 . : : : : :
- dahgesr w01 N/7 43.05  88.83%
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 RN UM SURRIRN S R
111.0 13.20 13.40 13.60 13.80 14.00
m/z 83.05 81.57%
o M M \“‘&“,,18,2-9219-9,, I
m/z--> 50 150 200 250 300 350
Abundance
43.0
13.20 13.40 13.60 13.80 14.00
5000 83.0 m/z 55.05 79.97%
111.0
ol15.0 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> 50 100 150 200 250 300 350
Abundance #145525: 2- Bromopropionic acid, pentadecyl ester R A am
57.0 13.20 13.40 13.60 13.80 14.00
m/z 97.10 67 .90%
5000 97.0
29.0
o L L f20153018202100 2550
m/z--> 50 100 @ 200 250 300 350 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 Eicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14 .52 2.18 ng 117798 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Heneicosane 296 C21H44 000629-94-7 64
3 Tetratetracontane 619 C44H90 007098-22-8 59
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 59
5 Heptadecane 240 C17H36 000629-78-7 58
Abundance Scan 1105 (14.517 min): BF092229.D (-1097) (-) m/z 57.10 100.00%
57.1
5000
130 207.1256.1 14.20 14.40 14.60 14.80
(o} m/z 71.10 70.81%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107652: Eicosane
57.0
5000 LN UL B B B
mmmmmmmm
m/z 43.10 58.19%
ol h 1! %13 0 169.0 282.0
m/z--> o 50 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
14,20 1440 14.60 14.80
5000 m/z 85.10 54 _70%
o 139 1600 225 o 296 0
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #172957: Tetratetracontane e S B o T S
57.0 14.20 14.40 14.60 14.80
m/z 55.00 25.57%
5000
130 169.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 S —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 20 14.40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 10 unknownl14.81 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.81  3.96 ng 214239  Perylene-diz 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 38
2 Dibenzvlidene 4.4 -biphenvlenedi... 360 C26H20N2 006311-48-4 38

3 6.7-Dimethvl-2-(4-prop-2-vynvloxv... 360 C21H16N202S 1000296-51-8 35
4 3-Amino-6-nitro-4-phenvilsulfanvl... 360 C16H12N204S2 1000275-36-3 27

5 Melatonin, pentafluoropropionyl ... 360 C16H13F5N202 066012-87-1 25
Abundance Scan 1131 (14.814 min): BF092229.D (-1127) (-) m/z 57.00 100.00%
57.0 360.2
5000 85.0
126.0 179.1207.1 2521 L L
| 281.1 14.40 14.60 14.80 15.00 15.20
(I i | (I I A M m/z 360.20 86.82%
miz--> 50 100 150 200 250 300 350
Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro...
360.0
5000 | SLLILE NLEL B N L B B LI LI B
207.0 14.40 14.60 14.80 15.00 15.20
332.0 m/z 71.10 68.88%
39.0 67.0 9501230 164.0 257.0285.0 | \
T T e e e
miz--> 50 100 150 200 250 300 350
Abundance
360.0
.
14.40 14.60 14.80 15.00 15.20
m/z 43.00 54 _.60%
5000 1500
77.0
470 180.0
0 104.0 219.0 254.0
T e e o T
miz--> 50 100 150 200 250 300 350
Abundance #144892: 6, 7-Dimethyl-2-(4-prop-2-ynyloxy-benzylidene)-ben... R e e
39.0 360.0 14.40 14.60 14.80 15.00 15.20
321.0 m/z 85.05 47 . 74%
5000
121.0149.0 293.0
90 104 1 g a0 |
O T T T e e T . RN
miz--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 11 9-Tricosene, (2)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.57 2.12 ng 114508 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 81
2 1-Nonadecene 266 C19H38 018435-45-5 80
3 1.1"-Bicvclohexvl. 2-propvl-. cis- 208 C15H28 054934-88-2 56
4 1-Tricosene 322 C23H46 018835-32-0 55
5 1-Nonadecanol 284 C19H400 001454-84-8 42

Abundance Scan 1197 (15.568 min): BF092229.D (-1194) (-) m/z 57.05 100.00%

) 207.0

5000

15.20 15.40 15.60 15.80
m/z 43.10 98.20%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129063: 9-Tricosene, (2)-

5000

15.20 15.40 15.60 15.80
m/z 207.00 89.59%

139.0 322.0
167.0 196.0 224.0 252.0  294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 97.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
15.20 15.40 15.60 15.80
5000 m/z 69.05 89.45%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61708: 1,1-Bicyclohexyl, 2-propyl-, cis- R e EEaE L
41.0 69.0 15.20 15.40 15.60 15.80

m/z 83.00 81.96%

5000

165.0 208.0

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15. 40 15 60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092229.D

Aca On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample : 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 12 unknownl1l6.53 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.45 ng 132552 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecahvdropvridoll.2-blisoauino... 207 C13H21NO 108873-36-5 25
2 1.3-Diamino-7.9-dichlorobenzolfl... 278 C12H8CI2N4 037521-58-7 22
3 2-(AcetoxvmethvI)-3-(methoxvcarb... 282 C17H1404 093103-70-9 22
4 11H-Dibenzolc.f1l1l.21diazepine. ... 278 C13H8CI2N20 000958-71-4 22
5 Disulfide, bis(2-methoxyphenyl) 278 C14H1402S2 013920-94-0 18
Abundance Scan 1281 (16.528 min): BF092229.D (-1276) (-) m/z 207.00 100.00%
20¥.0
f 278.1
111.0
5000
>l 820 138.1

177.0

16.20 16.40 16.60 16.80

o} m/z 278.10 77.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60900: Dodecahydropyrido[1,2-b]isoquinolin-6-one
207.0
84.0
5000

410 16.20 16.40 16.60 16.80
: 1250152011&0 m/z 111.00 50.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
278.0

16.20 16. 40 16. 60 16.80

5000 m/z 282.10 42 .71%
430 122.0
' 1740 2020 243.0
0 74.0 99.0 147.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107397: 2-(Acetoxymethyl)-3-(methoxycarbonyl)biphenylene R R
207.0 16.20 16.40 16.60 16.80
m/z 57.10 41.91%
5000 282.0
43.0 151.0 179.0 239.0
eyl 0e®80 1250 4 b b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 20 16. 40 16. 60 16 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092229.D

Acq On : 13 Jan 2017 2:23

Operator : UM/SJ

Sample - 11131-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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... 4.73 54_.1 ng 2588770 1 6.60 956979 20.0
unknown6 .37 6.37 113.6 ng 5434060 1 6.60 956979 20.0
1-Pentadecene 11.36 2.8 ng 195380 4 11.11 1396620 20.0
n-Hexadecanoic acid 11.66 3.6 ng 251769 4 11.11 1396620 20.0
Trichloroacetic a... 13.60 6.2 ng 370984 5 13.73 1189930 20.0
Eicosane 14.52 2.2 ng 117798 6 15.09 1081160 20.0
unknownl14 .81 14.81 4.0 ng 214239 6 15.09 1081160 20.0
9-Tricosene, (2)- 15.57 2.1 ng 114508 6 15.09 1081160 20.0
unknownl16.53 16.53 2.5 ng 132552 6 15.09 1081160 20.0
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