LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 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-BF063016.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 1.655 5 6 15 rVB 27575 53606 3.64% 0.670%
2 1.770 15 16 55 rvB 669387 1471312 100.00% 18.399%
3 4.799 279 281 284 rBV 47831 53445 3.63% 0.668%
4 5.256 319 321 324 rBV 271183 346225 23.53% 4.329%
5 6.319 412 414 417 rBV 438684 363230 24.69% 4 .542%
6 6.444 423 425 427 rBB 415955 384626 26.14% 4.810%
7 6.673 443 445 447 rBB 444432 363950 24.74% 4 _.551%
8 6.833 457 459 461 rBB 277859 276355 18.78% 3.456%
9 7.233 492 494 497 rBB 198905 201234 13.68% 2.516%
10 7.965 555 558 560 rBV 518936 471769 32.06% 5.899%

11 9.039 650 652 654 rBvY 467091 371590 25.26% 4.647%
12 9.439 685 687 689 rBB 51749 56818 3.86% 0.710%
13 9.713 708 711 713 rBV 425489 430187 29.24% 5.379%
14 10.491 777 779 781 rBB 177951 145932 9.92% 1.825%
15 11.188 837 840 843 rvVv 275767 415862 28.26% 5.200%

16 11.256 843 846 848 rVB 43326 38198 2.60% 0.478%
17 11.679 882 883 885 rBvV 13388 16359 1.11% 0.205%
18 11.794 891 893 897 rBB 28598 37063 2.52% 0.463%
19 12.228 929 931 933 rBV 15046 16902 1.15% 0.211%
20 12.308 937 938 943 rVB 9375 14747 1.00% 0.184%

21 12.388 943 945 947 rBV 251903 216098 14.69% 2.702%
22 12.617 962 965 966 rBV 147405 201223 13.68% 2.516%

23 12.662 966 969 973 rvB2 6606 15135 1.03% 0.189%
24 12.765 976 978 980 rVB 225025 203289 13.82% 2.542%
25 12.834 980 984 988 rvB2 14098 20509 1.39% 0.256%
26 12.937 990 993 995 rVB 23834 38957 2.65% 0.487%
27 13.005 997 999 1001 rvv 17855 17317 1.18% 0.217%
28 13.039 1001 1002 1006 rVB2 21634 25829 1.76% 0.323%
29 13.131 1009 1010 1012 rVvVv 14633 15109 1.03% 0.189%
30 13.439 1034 1037 1041 rBV2 12980 23447 1.59% 0.293%
31 13.554 1045 1047 1048 rBV 20273 25605 1.74% 0.320%
32 13.588 1048 1050 1052 rVv2 8430 20887 1.42% 0.261%
33 13.645 1054 1055 1056 rvv 10942 14807 1.01% 0.185%
34 13.679 1056 1058 1061 rVB2 19203 25938 1.76% 0.324%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.805 1066 1069 1070 rVV2 417146 458286 31.15% 5.731%

36 13.908 1074 1078 1080 rBvV 17826 29235 1.99% 0.366%
37 14.194 1100 1103 1104 rVvVv 24921 34592 2.35% 0.433%
38 14.308 1107 1113 1117 rVVv2 26761 74097 5.04% 0.927%
39 14.720 1147 1149 1151 rBvV 28177 30643 2.08% 0.383%
40 14.800 1153 1156 1159 rBV 80922 151134 10.27% 1.890%
41 14.891 1161 1164 1165 rBV 56521 67926 4.62% 0.849%
42 15.062 1176 1179 1181 rVB 38077 55548 3.78% 0.695%
43 15.108 1181 1183 1186 rBVY 61383 67792 4.61% 0.848%
44 15.165 1186 1188 1190 rBV 190526 231368 15.73% 2.893%
45 15.394 1205 1208 1211 rVB 56127 68745 4.67% 0.860%
46 15.600 1223 1226 1228 rBVY 57295 84252 5.73% 1.054%
47 15.645 1228 1230 1235 rVB3 14468 31131 2.12% 0.389%
48 16.285 1283 1286 1294 rVVv5 10266 31255 2.12% 0.391%
49 16.434 1296 1299 1303 rBVvV2 23375 42192 2.87% 0.528%
50 16.594 1311 1313 1315 rBvV2 9895 19249 1.31% 0.241%
51 16.811 1329 1332 1339 rVB 19633 40443 2.75% 0.506%
52 16.948 1341 1344 1348 rBv4 15192 35337 2.40% 0.442%
53 17.131 1358 1360 1366 rVB4 7537 16223 1.10% 0.203%
54 17.817 1417 1420 1424 rVB4 15252 33898 2.30% 0.424%
Sum of corrected areas: 7996906
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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\BF071516\

BF089019.D

15 Jul 2016 16:25

UM/SsJ

H3972-02 4X

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.80 2.94 ng 53445 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 281 (4.799 min): BF089019.D (-279) (-) m/z 43.10 100.00%
43
59
5000
101 UBREARE LS SR RS L
| 83 440 460 4.80 5.00 5.20
Y 1 T 0| M m/z 59.10 63.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UBREARE LRSS RS L
440 460 4.80 5.00 5.20
59 m/z 101.10 22.11%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 5.00 5.20
5000 m/z 58.10 14 .87%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one L B LA L N B
43 440 460 4.80 5.00 5.20
m/z 41.10 10.05%
5000
55
o 20 37| a9 | 65 71 77 83 %
LRI PRI SR SURL LR SELL LS FUL L SURLEL SR SULELL UL S B UBREARE LRSS RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4 unknown6.44 Concentration Rank 2

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

6.44 21.14 ng 384626 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 425 (6.444 min): BF089019.D (-423) (-) m/z 132.00 100.00%
32
5000 68
6 rrrTyrTTTTT T T T T T T T
40 54 75 104 6.20 6.40 6.60 6.80
0 .,....,....:-:.‘.‘.7,::..??.l.',....,..f.‘?,....,.'!..,....,...., | M- m/z 68.10 37.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 BN AR L SR
6.20 6.40 6.60 6.80
78 m/z 134.00 33.07%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.10 24 .55%
41 97
53 . 117
0 '|""|§€'|""|"'§e"'|""|"'§?""|}9§|'"'l%%%'l'"'l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 6.20 6.40 6.60 6.80
m/z 69.10 15.60%
117
5000
39 91
51 65
AN O - R TSN Yo - N B U | |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 6 unknownl14.31 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.31 3.23 ng 74097 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile. 2-(2-chlorobenzvli... 240 C14H9CIN2 104830-19-5 43
2 Benzonitrile. 4-(2-chlorobenzvli... 240 C14H9CIN2 303214-71-3 43
3 o-(p-(Dimethvlamino)benzvlidenea... 240 C15H16N20 023837-35-6 38
4 9H-Cvclopentalalpvrene 240 C19H12 050861-05-7 37
5 2-Propen-1-one, 1-(2-hydroxyphen... 240 C15H1203 013323-66-5 32

Abundance Scan 1113 (14.308 min): BF089019.D (-1107) (-) m/z 240.10 100.00%

57

5000 71

97 120

il

14.00 14.20 14.40 14.60

(o} m/z 239.10 86.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93986: Benzonitrile, 2-(2-chlorobenzylidenamino)-
102 240
205
5000 75 --|---’-A"-’,-V\-’\f‘----|----|
51 138 14.00 14.20 14.40 14.60
‘ - m/z 57.10 63.34%
3 ‘ ‘ 177
Ol ...? ol ”w‘ il L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
240
e e R
14.00 14.20 14.40 14.60
5000 75 mn m/z 242.10 62.05%
138
51
o 38 88 125 | 151164177 192295 201
R L e AR R R n st S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94075: o-(p-(Dimethylamino)benzylideneamino)phenol
240 14.00 14.20 14.40 14.60
m/z 71.10 47 .04%
5000

223

39 5, 65 ,g 91 105

17 134147 167191 195208
S S —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 7 8-Azabicyclo[3.2.1]Joctan-3-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.65 ng 30643 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Azabicvclol3.2.17loctan-3-o0l. 8... 157 C8H15N02 032663-71-1 50
2 8-Azabicvclol3.2.1Tloctan-3-0l. 8... 141 C8H15NO 000120-29-6 47
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 43
4 Cvclohexane. 1.1"-(1l-methvl-1.3-... 222 C16H30 041851-35-8 35
5 Cyclohexadecane 224 C16H32 000295-65-8 35
Abundance Scan 1149 (14.720 min): BF089019.D (-1147) (-) m/z 57.10 100.00%
43 96
5000
124138155 179 LA DL LN SUULLE SRR
14.40 14.60 14.80 15.00
of m/z 82.10 82.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29464: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, 8-oxide, ...
2

I

—

5000

A
14.40 14.60 14.80 15.00
m/z 83.10 74 _.25%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 96
R R EamEsmmaas
14.40 14.60 14.80 15.00
5000 4 m/z 96.05 73.18%
124
57 141

27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecy!- T
14.40 14.60 14.80 15.00

m/z 43.10 71.59%

3

5000

-

14.40 14. 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 8 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.87 ng 67926 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Benzolalpvrene 252 C20H12 000050-32-8 80
4 Pentacosane 352 C25H52 000629-99-2 49
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 49
Abundance Scan 1164 (14.891 min): BF089019.D (-1161) (-) m/z 57.10 100.00%
g7
71 252
5000
107 - ' 14.60 14.80 15.00 15.20
0 m/z 252.10 78.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105886: Octadecane
57
43 | 1L
5000 85
14.60 14.80 15.00 15.20
29 99 m/z 71.10 74 .23%
L4 1}31%7141155169183197211225 254
m/z--> 25 45 eb 85 160 150 110 160 180 200 220 240 2éo 2éo
Abundance
43 57
14.|60 14.|80 15.'00 15.'20
5000 71 m/z 43.10 58.48%
85
29

%

o 99113127141155169183197 226

mw’wmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104222: Benzo[a]pyrene e e ERRES BE s
2 14.60 14.80 15.00 15.20
m/z 85.10 53.99%

5000

!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9 Octadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.39 5.94 ng 68745 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 83

4 17-Octadecenal 266 C18H340 056554-86-0 80
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 74

Abundance Scan 1208 (15.394 min): BF089019.D (-1205) (-) m/z 57.10 100.00%

43

5000

-

110

124138157 15.00 15.20 15.40 15.60 15.80
o 193207 281 m/z 82.10 85.08%

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

Abundance #117605: Octadecanal

43 57 8,

:

5000

I I I I
29 15.00 15.20 15.40 15.60 15.80
0
110124138 1y 250 m/z 43.10 84.77%
o h | ‘ 152166180194208 236
TTT | TrTT T T I‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
S e
43 o7 15.00 15.20 15.40 15.60 15.80
5000 m/z 96.05 60.92%
110
29 124138
oL 15 152166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I I

Abundance #129467: Oxirane, heptadecy!- L B e o
15.00 15.20 15.40 15.60 15.80

96 m/z 55.10 57 .33%

5000

%

152166180194208222236250264 282
L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 10 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.60 7.28 ng 84252 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 1226 (15.600 min): BF089019.D (-1223) (-) m/z 57.10 100.00%
57
85
5000
LRI AL SR SURILN B
141 169 209 239 263 15.20 15.40 15.60 15.80 16.00
o...-.|, I]“--"--.-.,....,....,....,...., m/z 71.10 75.24%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR DR DR B
15. 20 15. 40 15. 60 15. 80 16. oo
m/z 85.10 59.56%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 43.10 59.48Y%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #194494: Hexacosane LS N L LN LN N L
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 26.74%
113
L% ||y W (141 169 107 225 253 295 366
m/z--> % 1m 1m 2& 250 3& 3% ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 13

Peak Number 11 unknownl5.65

R.T. EstConc Area Relative to ISTD R.T.
15.65 2.69 ng 31131 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanedinitrile 248 C16H28N2 006812-44-8 27
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 25
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 25
4 n-Tetracosanol-1 354 C24H500 000506-51-4 22
5 Diisopropylketone p-tosylhydrazone 282 C14H22N202S 017530-00-6 22

Abundance Scan 1230 (15.645 min): BF089019.D (-1228) (-) m/z 97.10 100.00%
97
5000 264
3 139 R
“ I | 177 209 15.40 15.60 15.80 16.00
ob—— N m/z 57.10 75.17%
m/z--> 50 100 150 200 250 300 350
Abundance #100851: Hexadecanedinitrile
97
5000 a L BRI B SURBLLN B
mmmmﬁmmm
124 m/z 83.10 65.81%
0 15\‘\ﬂ \ b ,Ihlhlﬁé 150.?88.. 247 S
m/z--> 100 150 200 250 300 350
Abundance
57
97 LRI B BN SURIURA SUM
15.40 15.60 15.80 16.00
5000 m/z 55.10 63.77%
29 125
0 77 154 182 210 238 265283 334
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester LB o o B e
57 15.40 15.60 15.80 16.00
97 m/z 43.10 53.51%
- \/\/JLN/\/\\/\/\M
125
29
oLl db ‘ | || 15417719 224 269 370
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 3&1,0 15'40 15 60 15. 80 16. 00

8270-BF063016.-M Mon Jul 18 18:33:12 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 12 unknownl16.29 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.29 2.70 ng 31255 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolbltriphenvlene 278 C22H14 000215-58-7 47
2 10H-Phenoxaphosphine. 8-fluoro-1... 278 C14H12F0O3P 037041-13-7 9
3 T4.5"-Bipvrimidinel-2.2" .47 .6(1H... 278 C12H14N404 062880-87-9 9
4 1H-Pvrazole-l-acetamide. N-T1-(1... 278 C11H14N603 1000319-55-6 9
5 Methanone, (2-chlorophenyl)(2,5-... 276 C15H13CI03 037883-94-6 9

Abundance Scan 1286 (16.285 min): BF089019.D (-1283) (-) m/z 278.10 100.00%

5000

16.00 16.20 16.40 16.60

0 m/z 276.10 55.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126220: Benzo[b]triphenylene
278
5000

16.00 16.20 16.40 16.60
m/z 82.00  45.75%

139
39 63 87 111 | 158174 200 24 20364,

o e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
278
e
16.00 16.20 16.40 16.60
5000 m/z 279.10 43.98%
1 0 213
107121 139 170183199 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125383: [4,5"-Bipyrimidine]-2,2',4',6(1H,1'H,3H,3'H)-tetr...
278 16.00 16.20 16.40 16.60
m/z 83.10 43 .47%
5000
42 166
82 193 220
s | e [ ] o
0,....,....,....,...l,....,...l,.... R NRRRANRERES u I A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 00 16 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 13 unknownl6.95 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.95 3.05 ng 35337 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Buten-1-ol. 2-bromo-3-methvl-1... 240 C11H13BroO 1000197-68-0 10
2 Diallviphenvimethvlsilane 202 C13H18Si 002633-60-5 10
3 2H-2.4a-Methanonaphthalene. 1.3.... 204 C15H24 001135-66-6 10
4 1H-1.3-Benzimidazole. 2-(2-pvrro... 187 C11H13N3 1000338-11-7 9
5 1,3-Diiminoisoindoline 145 C8H7N3 057500-34-2 9
Abundance Scan 1344 (16.948 min): BF089019.D (-1341) (-) m/z 43.10 100.00%
s 81 145
161
5000 175 213 267
‘ |“ “‘l HJ | | “91 281 16.60 16,80 17.00 17.20
O .. " L e m/z 81.05  78.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93497: 2-Buten-1-ol, 2-bromo-3-methyl-1-phenyl-
161
143
5000 AR LA SULE SRR B
16.60 16.80 17.00 17.20
m/z 145.10 78 .86%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

161
121 16.60 16.80 17.00 17.20
5000 m/z 57.10 61.41%
43
105 135
59 77 91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64480: 2H-2,4a-Methanonaphthalene, 1,3,4,5,6,7-hexahydro-... e REREE

4 161 16.60 16.80 17.00 17.20
m/z 161.00 59.84%
175
5000
189204
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089019.D

Aca On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 14 unknownl7.82 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.82 2.93 ng 33898 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Atropine 289 C17H23N03 000051-55-8 27
2 Hvoscvamine 289 C17H23N03 000101-31-5 27
3 p-Fluoroatropine dehvdrate 289 C17H20FNO2 1000212-74-8 27
4 Glutaric acid. ethyl 4-methoxvph... 266 C14H1805 1000358-73-6 22
5 2,6-Pyridinedicarboxylic acid, 3... 409 C20H21CI2N0O4 1000369-10-5 16
Abundance Scan 1420 (17.817 min): BF089019.D (-1417) (-) m/z 124.10 100.00%
124

5000
43

17.60 17.80 18.00 18.20

143199773149
207

0 m/z 43.10 36.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #135266: Atropine
124
5000 LA L L L L L LB
289 17. 60 17. 80 18. OO 18. 20
m/z 229.20 35.55%
03 140
ol 27 ‘\ \ ‘ h} | | 167 200 221 250 271
R RN O L o e L R L R ANERRRE R REREE Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
R R A EEREE
17.60 17.80 18.00 18.20
5000 m/z 131.10 29.72%
82 289
. 27 42 67 103 140 200 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #135261: p-Fluoroatropine dehydrate

17.60 17.80 18.00 18.20
m/z 95.10 28.32%

5000

166 189203
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. OO 18. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071516\
Data File : BF089019.D

Acq On 15 Jul 2016 16:25

Operator : UM/SJ

Sample : H3972-02 4X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.80 2.9 ng 53445 1 6.67 363950 20.0
unknown6 .44 6.44 21.1 ng 384626 1 6.67 363950 20.0
unknownl14 .31 14 .31 3.2 ng 74097 5 13.81 458286 20.0
8-Azabicyclo[3.2.... 14.72 2.6 ng 30643 6 15.17 231368 20.0
Octadecane 14.89 5.9 ng 67926 6 15.17 231368 20.0
Octadecanal 15.39 5.9 ng 68745 6 15.17 231368 20.0
Heneicosane 15.60 7.3 ng 84252 6 15.17 231368 20.0
unknownl15.65 15.65 2.7 ng 31131 6 15.17 231368 20.0
unknown16.29 16.29 2.7 ng 31255 6 15.17 231368 20.0
unknownl16 .95 16.95 3.0 ng 35337 6 15.17 231368 20.0
unknownl17 .82 17.82 2.9 ng 33898 6 15.17 231368 20.0
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