LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 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-BF060716.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 1.667 5 7 11 rBV 57456 79740 4.04% 0.421%
2 1.735 11 13 15 rvv 28066 37728 1.91% 0.199%
3 1.781 15 17 24 rVW 578425 800942 40.62% 4.230%
4 1.884 24 26 40 rVB2 55077 148451 7.53% 0.784%
5 2.913 115 116 122 rBvV 14301 36312 1.84% 0.192%
6 3.210 139 142 146 rVB 12916 25126 1.27% 0.133%
7 4.844 283 285 292 rBV 92763 123098 6.24% 0.650%
8 5.290 322 324 327 rBVY 1710531 1715684 87.00% 9.061%
9 6.341 413 416 419 rBV2 1332636 1809341 91.75% 9.555%
10 6.456 424 426 429 rBV 1592780 1681652 85.28% 8.881%

11 6.684 444 446 449 rBvY 634702 534526 27.11% 2.823%
12 6.844 457 460 462 rBV 1658662 1619875 82.14% 8.555%
13 7.256 493 496 498 rBV 1104377 1067898 54.15% 5.640%
14 7.382 501 507 512 rVB3 13055 26326 1.33% 0.139%
15 7.976 556 559 561 rBvV 655094 684916 34.73% 3.617%

16 9.050 650 653 656 rBVY 2055355 1972018 100.00% 10.414%
17 9.450 685 688 690 rBvV 793461 660482 33.49% 3.488%
18 9.542 692 696 705 rvB 14971 30664 1.55% 0.162%
19 9.725 709 712 714 rBV 719913 667489 33.85% 3.525%
20 10.513 778 781 783 rBV 672187 762457 38.66% 4.027%

21 10.548 783 784 790 rVB 18241 23559 1.19% 0.124%
22 10.639 790 792 795 rBV2 24499 41747 2.12% 0.220%
23 11.085 829 831 832 rBV 27337 34618 1.76% 0.183%
24 11.199 839 841 844 rVB 662436 560318 28.41% 2.959%
25 11.451 859 863 866 rBvV 21153 33988 1.72% 0.179%
26 11.508 866 868 870 rvv 38877 37753 1.91% 0.199%
27 12.102 919 920 924 rBvV4 9967 20713 1.05% 0.109%
28 12.788 977 980 982 rBV 1665081 1701426 86.28% 8.985%
29 12.936 992 993 996 rVB3 19742 20847 1.06% 0.110%
30 13.119 1008 1009 1012 rBV3 24064 48147 2.44% 0.254%
31 13.188 1013 1015 1021 rVB6 25729 80257 4_.07% 0.424%
32 13.268 1021 1022 1024 rVB2 27061 21106 1.07% 0.111%
33 13.314 1024 1026 1027 rBV2 24758 20068 1.02% 0.106%
34 13.371 1028 1031 1032 rBV2 34250 66560 3.38% 0.352%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.519 1042 1044 1047 rBV2 52543 71906 3.65% 0.380%
36 13.634 1050 1054 1058 rBV 45680 105719 5.36% 0.558%
37 13.702 1058 1060 1063 rVVv2 40930 64686 3.28% 0.342%
38 13.828 1069 1071 1074 rBV 541378 571019 28.96% 3.016%
39 13.885 1074 1076 1078 rVVv2 27923 33371 1.69% 0.176%
40 13.931 1078 1080 1084 rVB 34847 40940 2.08% 0.216%
41 14.091 1092 1094 1095 rBV2 31775 34187 1.73% 0.181%
42 14.137 1095 1098 1102 rVV6 43998 109625 5.56% 0.579%
43 14.274 1107 1110 1112 rVV3 35338 54921 2.79% 0.290%
44 14.582 1135 1137 1141 rBV2 24457 57137 2.90% 0.302%
45 15.211 1190 1192 1198 rVB 333473 425124 21.56% 2.245%
46 17.828 1419 1421 1423 rVB2 36041 30932 1.57% 0.163%
47 18.080 1442 1443 1444 rBV 42221 30305 1.54% 0.160%

48 18.526 1480 1482 1487 rVB4 59923 109894 5.57% 0.580%

Sum of corrected areas: 18935598
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF088138.D
2000000

5.29
6.46 6.84

1500000
6.34

7.26
1000000

1.78 6.68
500000

1 4.84
Ehass 291 321 L J

o | 7.38
I B o m e e B e e B e L B e e e B LA B e e e e S T
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

Abundance TIC: BF088138.D
2000000 9/05

12.79

1500000

1000000

708 9.72 10.51 11.20

500000

#3.5
9,54 Quspos 1108 11481 12.10 (12,043 3285F50

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF088138.D
2000000

1500000

1000000

13.83

500000

17.8318.08 18.53
A A ﬁ&_,_,.\

o T T T T T ]

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 3 Propane, 1,1-dimethoxy- Concentration Rank 4

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

1.88 5.55 ng 148451 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 10
3 Glvcine 75 C2H5N02 000056-40-6 9
4 Silanol. trimethvl- 90 C3H100Si 001066-40-6 9
5 1-Butanamine 73 C4H11IN 000109-73-9 4

Abundance Scan 26 (1.884 min): BF088138.D (-24) (-) m/z 75.10 100.00%
79.1
5000
45.1
N 180 200 220
ot m/z 73.10 75 .85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4784: Propane, 1,1-dimethoxy-
75.0
5000 L NN LR R
45.0 1.80 2.00 220
31.0 m/z 45.10 34 .53%
0 15\.0 HH \‘H“ 5?'0 \‘u 89'0103'0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
73.0
180 200 220
5000 m/z 41.05 23.68%
45.0
27.0
0 59.0 89.0 107.0121.0135.0 179.0
LN S UL UL FUEL LA DAL WL AR UARLELEN S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #87OGchme LI L R L L L B L B
30.0 1.80 2.00 220
m/z 47.05 15.31%
5000
75.0
0""|'J“'ﬁ??'§q9'"|""|""|""|""|""|" A S R
m/z--> 20 40 60 80 100 120 140 160 180 1.80 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.84 4.61 ng 123098 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 285 (4.844 min): BF088138.D (-283) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 I & U
83.0 460 4.80 5.00 5.20
0 ; m/z 59.10 64.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I I I I
59.0 460 480 500 520
m/z 101.10 23.75%
31.0 g3 1010
O”I””“””Th”l”“I“”I””I““I””““”I“”I””I”'W”'W”'W””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
" 460 480 500 520
5000 m/z 58.10 17.12%
43.0
0 71.0 83.0 930 1230 1410 159.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A
59.0 460 4.80 5.00 5.20
m/z 41.10 9.60%
5000 41.0
o A =X 1260 1420
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 unknown6.46 Concentration Rank 1

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

6.46 62.92 ng 1681650 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 426 (6.456 min): BF088138.D (-424) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 51 || oo % ior ek gho ok oso
o O AN N PO B £ I | N m/z 68.10 41.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 IR SRS U
6.20 6.40 6.60 6.80
104.0 m/z 134.00 32.66%
ol 140 270 300 510 00770 g9 | 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 620 6.40 6.60 6.80
5000 67.0 m/z 66.10 26.51%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine A
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.14%
5000 104.0
39.0 520 g0 780
0"|“"|“"w"m"“it“'|Md'w'Jﬂw"ﬂgp“l'm'l}%Zg"w t“ N IR SN R U
m/z--> 10 20 30 40 50 60 70 8 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\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 unknownl13.19 Concentration Rank 10

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

13.19 2.81 ng 80257 Chrysene-di12 13.83

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methoxvauinolinimide 178 C8H6N203 1000214-53-5 25
2 Acetonitrile. 2-(5-chloro-3-oxo-... 248 C8H9CIN20S2 1000269-94-4 10
3 2-Oxatricvclol20.2.2.1(3.7)1hept... 412 C26H3604 027825-37-2 10
4 Cvclic octaatomic sulfur 256 S8 010544-50-0 9

5 Benzenesulfonamide, 4-(2-hydroxy... 321 C13H11N305S 303214-10-0 9
Abundance Scan 1015 (13.188 min): BF088138.D ( 1013) (-) m/z 215.30 100.00%

178.8215.3256.0 379.
37.4 319.8 466.8 549.4
5000 1171

12.80 13.00 13.20 13.40 13.60

o..hhlllhhh Lu.”.,.”.,”..,”..“...“...“..w. m/z 173.30 99.23%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44509: 6-Methoxyquinolinimide
64.0
107.0 178.0
5000 1

12.80 13.00 13.20 13.40 13.60
m/z 256.00 97.68%

‘\ \hh HJM“ b \‘ H\ ‘

O B L e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
64.0
e
206.02780 12.80 13.00 13.20 13.40 13.60
5000 m/z 185.10 95.48%
124.0
164.0
Olvolbybitblh el gl e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #216631: 2-Oxatricyclo[20.2.2.1(3,7)]heptacosa-3,5,7(27),2...
412.0 12.80 13.00 13.20 13.40 13.60
m/z 379.60 92.39%
5000
123.0 246.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12. 80 13. 00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 8 unknownl3.37 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.37 2.33 ng 66560 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrazololl.5-clauinozalin-5(6H)... 187 C8H5N50 040595-12-8 32
2 Benzenesulfonvl chloride. 2.4-di... 266 C6H3CIN206S 001656-44-6 12
3 Hvdroxvmeprobamate 234 C9H18N205 003567-43-9 10
4 Pvridine. 2-chloro-4-nitro-. 1-o... 174 C5H3CIN203 014432-16-7 10
5 2-Chloroethyl 1-propynyl sulfoxide 150 C5H7CIOS 1000250-50-5 10
Abundance Scan 1031 (13.371 min): BF088138.D (-1028) (-) m/z 235.10 100.00%
63.1 188.8 234.1 404.4 509.9
140.0 316.9 454.1
5000
13.00 13.20 1340 13.60
0 R e i e e e O m/z 509.90 98.85%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #51224: Tetrazolo[1,5-c]quinozalin-5(6H)-one
131.0
77.0 187.0
5000 USSR AR B
13.00 13.20 13.40 13.60
1‘ m/z 261.30 96.16%
o ‘l“‘.‘“.““.“‘d‘l‘.h H ....|.... s B L
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30.0 75.0
13.00 13.20 13.40 13.60
5000 m/z 238.10 96.04%
231.0
0 126.0 185.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89473: Hydroxymeprobamate A A B
62.0 13.00 13.20 13.40 13.60
m/z 404.40 95.78%
5000
106.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 13. oo 13 20 13. 40 13. 60

8270-BF060716.M Mon Jun 20 17:29:44 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 9 unknownl3.52 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.52 2.52 ng 71906 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-5H-inden-5-one. octa... 150 C10H140 013380-94-4 15
2 Bicvclol3.2.21non-3-en-2-one. 6.... 150 C9H1002 1000155-95-4 11
3 Cvclonon-4-vnone 136 C9H120 037079-60-0 11
4 Tetracvclol3.3.1.1(¢(3.7).0(4.6)1d... 148 C10H120 052750-53-5 11
5 Tricyclo[2.2.1.0(2,6)]heptane, 3... 162 C7H8CI2 1000327-37-7 11
Abundance Scan 1044 (13.519 min): BF088138.D (-1042) (-) m/z 79.05 100.00%
5000 WNJJWNAA,AJJAW~«M—~J\A““J
410 410.9
Bmmmnmmm
0 m/z 91.10 62.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #23820: 4,7-Methano-5H-inden-5-one, octahydro-
79.0
150.0
5000 109.0 R e N R
39.0 1320 13.40 13.60 1380
} m/z 80.00 51.69%
o T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
27.0
94.0
13.20 13.40 13.60 13.80
5000 150.0 m/z 108.05 48.88%
63.0
oAt b N e 0 4
m/z--> éo 160 150 200 250 300 3éo 460 A
Abundance #16367: Cyclonon-4-ynone e
79.0 13.20 13.40 13.60 13.80
39.0 m/z 209.10 44 .88%
5000
} 136.0
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 11 1-Heneicosanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.27 ng 64686 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 90
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81

Abundance Scan 1060 (13.702 min): BF088138.D (-1058) (-) m/z 83.10 100.00%

1

%

5000

13.40 13.60 13.80 14.00
m/z 57.10 88.08%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
0 83.0

6

5000 111.0 R Rt
13. 40 13. 60 13. 80 14.00

m/z 97.10 85.77%

29.0 139.0

167.0 196.0 238.0 266.0 294.0

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 JNMJVA“/VN\Jﬁﬂ\’“*J]\J/\NAN
Abundance
550 83.0
e
13.40 13.60 13.80 14.00
5000 111.0 m/z 55.10 79.40%
29.0 139.0
0 167.0 196.0 224.0 252.0 280.0 308.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 R ERRmma B
55.0 13.40 13.60 13.80 14.00
m/z 69.10 78.68%
5000 ’“\M—A
29.0
T e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088138.D

Aca On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample : H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 13 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .58 2.69 ng 57137 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 68
2 7-Nonenamide 155 C9H17NO 090949-53-4 58
3 Tetradecanamide 227 C14H29NO 000638-58-4 53
4 Decanamide- 171 C10H21NO 002319-29-1 53
5 8-Methyl-6-nonenamide 169 C10H19NO 1000293-20-9 46
Abundance Scan 1137 (14.582 min): BF088138.D (-1135) (-) m/z 59.00 100.00%
54.0
5000
1141 1420 14.20 14.40 14.60 14.80 15.00
0 m/z 72.00 72.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 \ |||||||||||||A|4|A||
14.20 14.40 14.60 14.80 15.00
29.0 m/z 55.10 55.48%
: 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
1420 14.40 14,60 14.80 15.00
5000 m/z 69.10 33.51%
29.0 98.0 1260 1550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83608: Tetradecanamide A RRaEEEEE S R
54.0 14.20 14.40 14.60 14.80 15.00
m/z 43.10 31.16%
5000
290
o ||| | 880071280 156.0 184.0 2270
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088138.D

Acq On : 18 Jun 2016 17:10

Operator : UM/SJ

Sample - H3501-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : 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]
Propane, 1,1-dime... 1.88 5.5 ng 148451 1 6.68 534526 20.0
2-Pentanone, 4-hy... 4.84 4.6 ng 123098 1 6.68 534526 20.0
unknown6 .46 6.46 62.9 ng 1681650 1 6.68 534526 20.0
unknown13.19 13.19 2.8 ng 80257 5 13.83 571019 20.0
unknown13.37 13.37 2.3 ng 66560 5 13.83 571019 20.0
unknown13.52 13.52 2.5 ng 71906 5 13.83 571019 20.0
1-Heneicosanol 13.70 2.3 ng 64686 5 13.83 571019 20.0
9-Octadecenamide, ... 14.58 2.7 ng 57137 6 15.21 425124 20.0
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