LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 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-BF012218.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 3.134 173 178 189 rVB 27675 55635 1.25% 0.170%
2 4.263 352 370 374 rBV3 33949 140465 3.15% 0.429%
3 4.899 475 478 488 rBV 80318 96664 2.17% 0.296%
4 5.087 488 510 516 rBvV2 81811 358556 8.05% 1.096%
5 5.198 516 529 532 rVvv2 56758 159743 3.59% 0.488%
6 5.322 546 550 567 rBY 1599538 1721761 38.66% 5.264%
7 5.516 575 583 592 rBV2 51780 130576 2.93% 0.399%
8 6.157 677 692 701 rBV2 132344 386366 8.68% 1.181%
9 6.357 722 726 743 rBV 978449 1181044 26.52% 3.611%
10 6.481 743 747 758 rBVY 3280570 3123450 70.14% 9.549%

11 6.710 782 786 794 rBV 1029420 925653 20.79% 2.830%
12 6.863 808 812 816 rBV 3305617 3143620 70.59% 9.610%
13 7.140 855 859 871 rBvV 272765 406198 9.12% 1.242%
14 7.281 878 883 886 rBV 2617318 2579036 57.91% 7.884%
15 7.763 962 965 969 rBvV 46309 76112 1.71% 0.233%

16 7.992 1000 1004 1020 rBV 1364600 1323740 29.72% 4.047%
17 8.287 1049 1054 1059 rBvV 185104 285342 6.41% 0.872%
18 8.645 1112 1115 1124 rBV 326935 334104 7.50% 1.021%
19 8.804 1138 1142 1153 rBV 131060 219274 4.92% 0.670%
20 9.069 1182 1187 1190 rBV 4655914 4453449 100.00% 13.615%

21 9.463 1251 1254 1262 rVB 118462 130621 2.93% 0.399%

22 9.669 1286 1289 1291 rBV 78014 73199 1.64% 0.224%
23 9.745 1298 1302 1310 rVB 1470839 1347732 30.26% 4._.120%
24 10.169 1371 1374 1377 rVB 100177 81911 1.84% 0.250%
25 10.375 1407 1409 1414 rVB2 86170 83914 1.88% 0.257%

26 10.539 1433 1437 1447 rBV 2287282 2335458 52.44% 7.140%
27 10.639 1451 1454 1456 rBV 84421 71989 1.62% 0.220%
28 11.233 1551 1555 1562 rBV 1337335 1279834 28.74% 3.913%
29 12.498 1767 1770 1774 rVB 135535 112169 2.52% 0.343%
30 12.822 1819 1825 1828 rBV 3869644 3962216 88.97% 12.113%

31 13.710 1973 1976 1980 rBV 101567 111056 2.49% 0.340%
32 13.874 2000 2004 2014 rVB 1081209 1109040 24.90% 3.390%
33 15.304 2242 2247 2255 rVB 572751 789335 17.72% 2.413%
34 18.656 2813 2817 2829 rVB10 40381 121180 2.72% 0.370%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 32710442
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF013018\

BF102643.D

30 Jan 2018 16:58

SJ/JuU

J1364-04

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012218.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\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 1 unknown4.26 Concentration Rank 10

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

4.26 3.03 ng 140465 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 9
2 Pentanoic acid 102 C5H1002 000109-52-4 9
3 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 7
4 Urea 60 CH4N20 000057-13-6 5
5 Formic acid hydrazide 60 CH4N20 000624-84-0 4

Abundance Scan 369 (4.257 min): BF102643.D (-352) (-) m/z 60.00 100.00%
60
5000
73
“|1 T a5 a ako
51 86 : : : :
o..,....,....,...:|,-I|.|..,-..'..~....,-....,..=~.,....,....,. m/z 73.00 32.85Y%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2016: Butanoic acid
60
5000
73 4.00 420 4.40 4.60
o7 a1 m/z 40.95 22 .55%
0 15 | 34 \‘ |47 53 | ‘ 88
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
60
4.00 4.20 4.40 4.60
5000 73 m/z 42.10 20.53%
29 41
0 15 47 53 87 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #279: Hydrazine, 1,1-dimethyl-
60 4.00 4.20 4.40 4.60
42 m/z 45.00 16.05%
5000 30
0 Al 36‘W\ 53
m/z--> 1'0 2'0 3'0 4'0 5'0 60 7'0 8|0 9'0 1(')0 11'0 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.90 2.09 ng 96664 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 478 (4.899 min): BF102643.D (-475) (-) m/z 43.00 100.00%
a3
59
5000
1o 4.60 4.80 5.00 5.20
o...,....,....,....',':...?1..-:],....,....,??..,...:,|....,. m/z 59.10 58.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A AR LR L
59 460 480 500 520
m/z 101.10 19.07%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 5.00 520
5000 m/z 58.10 16.89%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one
43 4.60 4.80 5.00 5.20
m/z 41.00 9.32%
5000
55
o ‘ |, 37, 40 | 63 71 77 8 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Butanoic acid, 3-methyl- Concentration Rank 4

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

5.09 7.75 ng 358556 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 74
2 Hexanoic acid 116 C6H1202 000142-62-1 40
3 Formic acid hvdrazide 60 CH4N20 000624-84-0 9
4 1-Pentanamine 87 C5H13N 000110-58-7 9
5 Pentanoic acid 102 C5H1002 000109-52-4 9

Abundance Scan 511 (5.093 min): BF102643.D (-488) (-) m/z 60.00 100.00%
6o ?
5000
41
87
N | 51 69 | 480 5.00 5.20 5.40
-ttt e m/z 41.00 35.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60
5000 43 480 500 520 540
87 m/z 43.00 33.53%
0 15 2\7\ 37‘ “ ‘ 53\\‘ 11 6\9 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
60
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—
480 5.00 5.20 5.40
5000 73 m/z 45.00 21.76%
41
27 87
o 15 47 53 67 80 99
LU UL SR SO SN SRR SULELL SR SURLLEL SRR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #302: Formic acid hydrazide
60 480 5.00 5.20 5.40
m/z 87.00 18.01%
5000 43 //J\//l
G L S U UL LS UL UL I UL I B T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Butanoic acid, 2-methyl- Concentration Rank 7

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

5.20 3.45 ng 159743 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 83
2 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 78
3 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 39
4 Morpholine 87 C4HONO 000110-91-8 9
5 1-Pentanamine 87 C5H13N 000110-58-7 9

Abundance Scan 529 (5.198 min): BF102643.D (-516) (-) m/z 74.00 100.00%
2
57
41
5000
87
| " I 480 5.00 520 5.40 5.60
O'W'“'w'“l“'w'“'h“JW“'h'"w'“l“'WH'w'“'w'“l“'w m/z 57.10 63.44%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #42809: Butanoic acid, 2-methyl-
74
29 a1 57
5000 |""|"/f}T"'|""|"
480 5.00 520 5.40 5.60
87 m/z 41.05 55.63%
0..,....,..l.,...ﬂ,.ﬂ.?ﬁ.ﬂ.,..?? j"'"'Ll""192"|""|""|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
74
480 5.00 520 540 5.60
5000 m/z 87.00 22.18%
27 43
60 87
ol 36 53, 67 94101108115 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8128: Pentanoic acid, 2-methy!- R EEmmam e e
74 480 5.00 520 5.40 5.60
m/z 56.00 17.22%
5000 43
87
ol 15 \\ \‘ 67\“ 101 117
m/z--> 10 20 30 40 5'0 6|0 70 80 90 1(')0 110 120 130 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 5 Pentanoic acid Concentration Rank 11

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

5.52 2.82 ng 130576 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 83
2 Hexanoic acid 116 C6H1202 000142-62-1 78
3 Butanoic acid 88 C4H802 000107-92-6 78
4 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 40
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 40

Abundance Scan 584 (5.522 min): BF102643.D (-575) (-) m/z 60.00 100.00%
60
5000 73
|4|T|| 51 87 520 5.40 5.60 5.80
) 118 0 O VR O m/z 73.00 44 _43%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4247 Pentanoic acid
60
5000
73 520 540 560 5.80
29 41 m/z 41.10 16.17%
o L lla7 53, | 67 | 81 8 101
m/z--> fo 25 §o Jo 55 60 fo 85 do 160 '
Abundance
60
'520 540 560 580
5000 7 41 73 m/z 42.00 14 .55%
87
0 35 47 53 67 80 93 99
LN SURLELN SURLEL L SURJLELS SURLLELN IR S SURLELN SURELS SURILIL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2016: Butanoic acid
60 520 5.40 5.60 5.80
m/z 43.00 12.47%
5000
73
27 41
0 15 Ll 34 \“\47 53 | ‘ 88
m/z--> 1'0 2'0 3'0 4'0 5'0 60 7'0 8|0 9'0 1(')0 ' 5.'20 5.110 5.|60 5.130 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Pentanoic acid, 4-methyl- Concentration Rank 3

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

6.16 8.35 ng 386366 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 4-methvl- 116 C6H1202 000646-07-1 83
2 6-Oxabicvclol3.1.0Thexane 84 C5H80 000285-67-6 11
3 Aminoaquanidine 74 CH6N4 000079-17-4 9
4 1.4-Pentadien-3-ol 84 C5H80 000922-65-6 9
5 Homoserine 119 C4H9NO3 000498-19-1 9

Abundance Scan 692 (6.157 min): BF102643.D (-677) (-) m/z 57.05 100.00%
g7
41 74
| 83
101 5.80 6.00 6.20 6.40
O I...,...|'|,....','..'..,.:.'.?1....,...., m/z 55.05 66.89%
m/z--> 10 20 30 50 60 70 80 90 100
Abundance #8131. Pentanoic acid, 4-methyl-
57
41
27 73
5000 NS NN SRR R
5.80 6.00 6.20 6.40
83 m/z 41.05 65.59%
1? | ‘M H 51\ ‘\‘ 1h l 101
e S S SR UL SRS SIS UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41 55
27
5.80 6.00 6.20 6.40
5000 m/z 43.05 65.18%
83
15
S W_/LJLR
e i S S SR UL I SIS UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #862: Aminoguanidine B e e B U B
32 74 5.80 6.00 6.20 6.40
43 m/z 74.00 62.18%
5000 18
57
0"'%%'MI'?QWL"'I”"I'”LI"'W' RRSURRRRA RS SRR
m/z--> 10 20 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.48 Concentration Rank 2

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

6.48 67.49 ng 3123450 1,4-Dichlorobenzene-d4 6.71
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (6.481 min): BF102643.D (-743) (-) m/z 132.00 100.00%
132
5000 68
|
96 UL SRR R R
40 54 -8 06 6.20 6.40 6.60 6.80
o} I B e B B m/z 68.10 40.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 \
5000 RS SRR R L
6.20 6.40 6.60 6.80
2 51 m/z 134.00 32.41%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 25.64%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R RN -k- e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 16.12%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Benzeneacetic acid Concentration Rank 6

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

8.29 4_.31 ng 285342 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 94
2 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 64
3 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 50
4 Benzene. (bromomethyl)- 170 C7H7Br 000100-39-0 47
5 Benzyl 2-chloroethyl sulfone 218 C9H11CIl02S 066998-67-2 46

Abundance Scan 1055 (8.292 min): BF102643.D (-1049) (-) m/z 91.00 100.00%
Ji
5000
136
39 es 8.00 8.20 8.40 8.60
51
o a7 Ml 0518 L 9 o136 05 28.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16277: Benzeneacetic acid
g1
5000 R R R R
136 8.00 8.20 8.40 8.60
65 m/z 92.10 17.11%

39
0 27 57 51 | 7 | 10718
T T e e e T e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
91
136

8.00 8.20 8.40 8.60

5000 119 m/z 65.00 15.81%
65
39
18 27 51 77 107

o e S FUHRY W S | S, D
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46244: Propanedioic acid, phenyl-

91 8.00 8.20 8.40 8.60

m/z 39.00 7.39%

5000

136
65

44
27 M ose, 7T | 107118 149 165 177

e R e N L S 4 M

m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Indole Concentration Rank 5

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

8.65 5.05 ng 334104 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indolizine 117 C8H7N 000274-40-8 91
3 Benzvl nitrile 117 C8H7N 000140-29-4 91
4 Benzene. 1l-isocvano-2-methvl- 117 C8H7N 010468-64-1 91
5 m-Aminophenylacetylene 117 C8H7N 054060-30-9 87

Abundance Scan 1116 (8.651 min): BF102643.D (-1112) (-) m/z 117.00 100.00%
117
5000 90 k
39 50 5 6|3 74 83‘ 96 109 125 840 860 B30 0.00
o) SNSRI MM o4OV FRSMEERL, NS S U001 AMB 5 N L m/z 90.00 42.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8576: Indole
117
5000
90 8.40 8.60 8.80 9.00
63 m/z 89.00 31.68%
o 40 Slsy | 74 84“ I
miz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
117
8.40 8.60 8.80 9.00
5000 90 m/z 63.00 13.38%
63
o B T e Ter
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8580: Benzyl nitrile
117 8.40 8.60 8.80 9.00
m/z 116.00 9.01%
5000 90
39 51 63 77
0'I”?ZP"U"”kt”'lm“'P"W"”I'”'I”"P"W"”I" LRSS RS LRSS SRR A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 11 Hydrocinnamic acid Concentration Rank 8

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

8.80 3.31 ng 219274 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 96
2 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13N03 1000129-40-0 86
3 Pentafluoropropionic acid. 2-phe... 268 C11H9F502 081089-48-7 50
4 2-Butenoic acid. 3-methvl-. 2-ph... 204 C13H1602 042078-65-9 43
5 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 38

Abundance Scan 1141 (8.798 min): BF102643.D (-1138) (-) m/z 91.00 100.00%
91
104
5000
. 150
39 L 65 181 540 8.60 880 9.00 9.0
o} m/z 104.00 63.96%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24397: Hydrocinnamic acid
91
104
5000
150 8.40 8.60 8.80 9.00 9.20
51 77 m/z 150.10 28.63%
I?Y'?fﬁﬂa'“J'”M"l'ILL"I'%%%I"u'l""l"" [T T e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91
8.40 8.60 8.80 9.00 9.20
5000 104 m/z 105.10 19.39%
51 g5 77 150
124 255
R L L R B B S L RA AR WA LA RS B
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116796: Pentafluoropropionic acid, 2-phenylethyl ester
4 8.40 8.60 8.80 9.00 9.20

m/z 77.00 17.84%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.40 8.60 8.80 9.00 9.20

8270-BF012218_.M Wed Jan 31 10:15:45 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 n-Tetracosanol-1 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.71 2.00 ng 111056 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Octacosanol 410 C28H580 000557-61-9 87
3 1-Nonadecene 266 C19H38 018435-45-5 80
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 64
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 60
Abundance Scan 1976 (13.710 min): BF102643.D (-1973) (-) m/z 43.00 100.00%
43
97
69
5000
125 PR NN P B
154174194 227 o255 13.40 13.60 13.80 14.00
okt m/z 57.10 90.61%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 i BB A S DR
anmnmmm
m/z 55.00 84 .49Y%
29
ol \“ I ‘ 07 195 222 280 280 308 336
m/z--> 55 160 150 260 2%0 360 3éo '
Abundance
57
o1 IR BN B
13.40 13.60 13.80 14.00
5000 m/z 97.05 77 .56%
125
0 29 77 153 181 209 236 264 292 322 364 392
m/z--> 55 160 1éo 260 250 300 3éo '
Abundance #115906: 1-Nonadecene A REEREEaSS
43 g7 13.40 13.60 13.80 14.00
69 m/z 83.10 76.69%
5000
125
NEEIR N ‘ | I { 154 182 210 233 266
m/z--> 55 100 1éo 200 250 300 3éo ' 1340 1360 1380 1400

8270-BF012218_.M Wed Jan 31 10:15:45 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102643.D

Aca On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample : J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknownl8.66 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.66 3.07 ng 121180 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tridecvl carbonate 300 C18H3603 959275-44-6 38
2 1-Docosene 308 C22H44 001599-67-3 27
3 1-Tridecanethiol 216 C13H28S 019484-26-5 22
4 1-Tridecene 182 C13H26 002437-56-1 22
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 22

Abundance Scan 2818 (18.662 min): BF102643.D (-2813) (-) m/z 57.10 100.00%

g7
5000 41 97 139

166
185 213 23925 18.40 18.60 18.80 19.00

Obrrerrrrbbrd m/z 55.00 52.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144845: |sobuty| tridecy| carbonate
57
5000 LN L L L LB L
M 18.40 18.60 18.80 19.00
83 1 m/z 97.10 47 .59%
| H ‘ 127 154 182
O.HPLALNm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R IR e s e
97 18.40 18.60 18.80 19.00
5000 N m/z 43.10 44.50%
29
125
14 153168 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74264: 1-Tridecanethiol L  RRRRs Bam s
18.40 18.60 18.80 19.00

m/z 41.10 42_.76%

5000

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013018\
Data File : BF102643.D

Acq On : 30 Jan 2018 16:58

Operator : SJ/JU

Sample - J1364-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
unknown4 .26 4.26 3.0 ng 140465 1 6.71 925653 20.0
2-Pentanone, 4-hy... 4.90 2.1 ng 96664 1 6.71 925653 20.0
Butanoic acid, 3-... 5.09 7.8 ng 358556 1 6.71 925653 20.0
Butanoic acid, 2-... 5.20 3.5 ng 159743 1 6.71 925653 20.0
Pentanoic acid 5.52 2.8 ng 130576 1 6.71 925653 20.0
Pentanoic acid, 4... 6.16 8.3 ng 386366 1 6.71 925653 20.0
unknown6 .48 6.48 67.5 ng 3123450 1 6.71 925653 20.0
Benzeneacetic acid 8.29 4.3 ng 285342 2 7.99 1323740 20.0
Indole 8.65 5.0 ng 334104 2 7.99 1323740 20.0
Hydrocinnamic acid 8.80 3.3 ng 219274 2 7.99 1323740 20.0
n-Tetracosanol-1 13.71 2.0 ng 111056 5 13.87 1109040 20.0
unknownl18.66 18.66 3.1 ng 121180 6 15.30 789335 20.0
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