LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 1.701 9 10 16 rVB 134526 182673 6.79% 0.764%
2 1.827 19 21 32 rVB 1126138 1690772 62.80% 7.070%
3 2.935 115 118 125 rBvV 41835 85550 3.18% 0.358%
4 4.913 289 291 297 rBB 79784 133799 4_.97% 0.560%
5 5.347 326 329 331 rBVY 2024340 2427806 90.18% 10.152%
6 6.387 417 420 423 rBV 1725442 2170396 80.62% 9.076%
7 6.513 428 431 434 rBV 1745575 2353853 87.43% 9.843%
8 6.753 449 452 453 rBV 478215 553326 20.55% 2.314%
9 6.902 463 465 468 rVB 1502088 1760115 65.38% 7 .360%
10 7.313 498 501 504 rBVY 1322930 1364184 50.67% 5.705%

11 8.033 561 564 566 rBvV 952153 784539 29.14% 3.281%
12 9.119 656 659 661 rBVY 2097713 2692256 100.00% 11.258%
13 9.508 691 693 695 rBvV 613614 501345 18.62% 2.096%
14 9.782 715 717 720 rVB 892182 774566 28.77% 3.239%

15 10.228 755 756 758 rvVB 47364 33703 1.25% 0.141%
16 10.570 783 786 788 rBV 1439065 1419804 52.74% 5.937%
17 10.696 796 797 802 rvV 52275 63243 2.35% 0.264%
18 11.142 834 836 838 rBV 97219 99558 3.70% 0.416%
19 11.256 844 846 849 rVB 754193 657443 24 .42% 2.749%
20 11.325 849 852 856 rvv2 26227 59863 2.22% 0.250%
21 11.485 865 866 871 rvv3 14706 37759 1.40% 0.158%
22 11.565 871 873 876 rvV 67087 94073 3.49% 0.393%
23 11.976 906 909 911 rBV2 22050 36335 1.35% 0.152%
24 12.365 940 943 946 rVB2 30055 53582 1.99% 0.224%

25 12.674 968 970 973 rBv2 238266 304433 11.31% 1.273%

26 12.754 976 977 979 rVB 73463 55393 2.06% 0.232%
27 12.845 982 985 987 rBV 2024676 1841618 68.40% 7.701%
28 13.382 1030 1032 1034 rBV 231963 189755 7.05% 0.794%
29 13.748 1062 1064 1073 rVB 91251 125728 4.67% 0.526%
30 13.885 1073 1076 1078 rBV 481113 535794 19.90% 2.241%

31 14.068 1090 1092 1095 rBV 39085 40297 1.50% 0.169%
32 14.377 1116 1119 1123 rBV 38057 46939 1.74% 0.196%
33 14.662 1142 1144 1147 rVB 27405 37158 1.38% 0.155%
34 14.971 1169 1171 1174 rBV 31737 38986 1.45% 0.163%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.268 1194 1197 1199 rBV 401878 487228 18.10% 2.037%

36 15.325 1199 1202 1205 rVB 26367 41936 1.56% 0.175%

37 15.714 1233 1236 1238 rBvVY 23775 33627 1.25% 0.141%

38 16.171 1271 1276 1285 rVB4 19323 49224 1.83% 0.206%

39 17.120 1356 1359 1364 rBv4 12323 27495 1.02% 0.115%

40 18.057 1435 1441 1449 rVB6 5423 27478 1.02% 0.115%
Sum of corrected areas: 23913632
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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:\HPCHEM1I\BNA F\DATA\BF070616\

BF088767.D

7 Jul 2016  7:13

UM/SsJ

H3870-04

27 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\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 R-(-)-1,2-propanediol Concentration Rank 9

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

2.94 3.09 ng 85550 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 7
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 4

Abundance Scan 118 (2.935 min): BF088767.D (-115) (-) m/z 45.10 100.00%
45
5000
e T
4 57 61 2.60 2.80 3.00 3.20
0..,....,....,....,....,....,....,..?’.-?.-:4.! et || M/z 43.10  18.81%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #944: R-(-)-1,2-propanediol
45
5000 A e
2.60 2.80 3.00 3.20
29 m/z 61.00 6.62%
ol 121510 26 33 3942 555761 76
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45
260 280 300 320
5000 m/z 44.10 5.62%
31
o 1519 27 %75 3942 4g 52 57 Sleas7707376
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #294: 1sopropy! Alcohol A REERE RS B
45 2.60 2.80 3.00 3.20
m/z 42.10 3.98%
5000
27
15 19 ‘31 3 4‘1‘ 59
S L L A AN LA LN LR REAR) RARR RARANRARAA NARA LA RAAR) RARR RARAR BN SRR SRS SRR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.91 4.84 ng 133799 1,4-Dichlorobenzene-d4 6.75
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 291 (4.913 min): BF088767.D (-289) (-) m/z 43.10 100.00%
a3
59
5000
101 IR S R LR S
| 83 | 4.60 4.80 5.00 5.20
o) BT A | N S m/z 59.10 59.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL L R
59 460 480 500 520
m/z 101.10 20.99%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.43%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- e m  Rmma
59 4.60 4.80 5.00 5.20
31 m/z 41.10 9.45%
5000 41
73
1\5 ‘ L 51\‘ ‘ 87 102
R s R SR AN AL RRARA RARSA AN SARAN LALARALRS SRS RARRY IR S U LA L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 5 unknown6.51 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.51 85.08 ng 2353850 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 431 (6.513 min): BF088767.D (-428) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 0 620 640 6.60 6.80
104 . . . .
o.,....,....Il!.‘.‘?,....,.!.'.|,....,..f.‘?,...|~.,.'!..,.1.1?.,....,'.'..,.. m/z 68.10 48.70%
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
5000 RSN AR RS LR
6.20 6.40 6.60 6.80
78 m/z 134.00 32.35%
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 m/z 66.10 31.44%
33 am o g7 105
o 51 60 8 g6 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R e e
132 6.20 6.40 6.60 6.80
m/z 69.10 20.17%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.14 3.03 ng 99558 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 836 (11.142 min): BF088767.D (-834) (-) m/z 57.10 100.00%
57
5000 85
18 . e 10180 11100 1120 1140
ob b ey e ey m/z 71.10 68.71%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 VAR IR UL SIS
85 10.80 11.00 11.20 11.40
m/z 43.10 67.93%
o 290 | s 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
43
o 10.80 11.00 11.20 11.40
5000 m/z 85.10 44 _07%
97
0 125 158 197 231 261
R R e e
m/z--> 50 100 150 200 250 300 350
Abundance #48894. Decane, 2,3,5—trimethy|— LIS L I B
57 10.80 11.00 11.20 11.40
m/z 41.10 33.07%
5000 85
29 141
T O e . A ———
m/z--> 50 100 150 200 250 300 350 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 11
R.T. EstConc Area Relative to ISTD R.T.
11.56 2.86 ng 94073 Phenanthrene-d10 11.26
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 Heptadecane 240 C17H36 000629-78-7 90
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 873 (11.565 min): BF088767.D (-871) (-) m/z 57.10 100.00%

g7
5000

11. 20 11.40 11.60 11.80
S m/z 43.10 71.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57
71
85

5000 R REERERE RS
11.20 11,40 11.60 11.80

m/z 71.10 67 .69%

29 99
o || T Md127141155160183107 201005 254
R N R it sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57

11.20 11.40 11.60 11.80

5000 n m/z 85.10 42.62%
85
29
0 99 113127141 155169183197 226

e L

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane e A A

57 1120 11140 11.60 11.80

m/z 41.10 35.03%

43
71
5000 o
29 %
\ L 1}3127141155169132196210 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 unknownl2.67 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.67 11.36 ng 304433 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 43
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 43
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38

Abundance Scan 970 (12.674 min): BF088767.D (-968) (-) m/z 56.10 100.00%

56
5000 4

A
LI L e e

12.40 12.60 12.80 13.00
0f m/z 57.05 59.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56

5000
41 nmnmnmnm
m/z 43.10 44 .50%

2% h H‘ A ]\-\(\)1\\\\ 157 165 213 ‘ \‘ 283 312
IRREANREES ----|----|----|----|---- L R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
,.._./\_A,_..

12 40 12.60 12.80 13.00

129

185

157 213 239257

o

5000 41 m/z 41.10 41.74%
73
129
o2 97112 157 185 213 239257 o5 317
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl-
56 12 40 12.60 12.80 13.00

m/z 55.10 34.67%

5000
41
83 o
26 h\ [ 126141 167

oh 28 4l .”w””“.”“”.””,””.”..”.””“.”“”w”.w””, S T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 Heptadecyl acetate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.75 2.07 ng 55393 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl acetate 298 C19H3802 000822-20-8 91
2 1-Acetoxvnonadecane 326 C21H4202 001577-43-1 90
3 Heneicosvl acetate 354 C23H4602 1000351-77-3 87
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 64
5 17-Pentatriacontene 491 C35H70 006971-40-0 52
Abundance Scan 977 (12.754 min): BF088767.D (-976) (-) m/z 43.10 100.00%
43
83
5000 1
111
139 12.40 12.60 12.80 13.00
Ot el m/z 83.10 64 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #143134: Heptadecyl acetate
43
5000 1 83 AR RS BN SR I
12.40 12.60 12.80 13.00
m/z 55.10 59.73%
ol15 | L 139 168 210 238 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
o 12.40 12,60 12.80 13.00
5000 61 m/z 97.10 56.29%
111
oL15 139 168 210 238 266 311
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186925: Heneicosy! acetate
43 12.40 12.60 12.80 13.00

m/z 69.10 54 .26%

5000

NI 139 167 196 224 266 294 339
S AN 1S

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 11 Butyl myristate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1338 7.08ng 189755  Chrysene-d12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl myristate 284 C18H3602 000110-36-1 53
2 Nipecotic acid 129 C6H11NO2 000498-95-3 50

000646-13-9 38
000144-19-4 32

3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402
4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802

5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 30
Abundance Scan 1032 (13.382 min): BF088767.D (-1030) (-) m/z 56.10 100.00%
56
5000
3 129
97 267285
3 I 157 185 o3 241 340 13.00 13.20 13.40 13.60 13.80
044t m/z 57.10 64.07%
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56
A
5000 229 [Trr T[T r[rrrr[rrrr[r1
13.00 13.20 13.40 13.60 13 80
0
, ‘ ‘ o1 129 185 21‘ 284 m/z 43.10 44 _35%
ol Ml ward | os7 T | 4 eSS |
m/z--> 50 100 150 200 250 300
Abundance
57
I e e e e R
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.10 39.22%
30 84 129
101
O e L A e e e e o e e LA e e e o e e e B A
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester P
5[7 13.00 13.20 13.40 13.60 13.80
m/z 55.10 34.82%
5000
29 267285
83 129 |
11 185 340
o ML T a5y 280 a3 28 | ] a0 P e M
m/z--> 50 100 150 200 250 300 13 00 13. 20 13. 40 13 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.69 ng 125728 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
4 l1sobutyl tetradecvl carbonate 314 C19H3803 959275-58-2 86
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 83
Abundance Scan 1064 (13.748 min): BF088767.D (-1062) (-) m/z 57.10 100.00%
57
83
5000 11
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
3 139 13.40 13.60 13.80 14.00
0! m/z 43.10 83.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
5000 BN LR P BRI I
13.40 13.60 13.80 14.00
29 m/z 83.10 74 .30%
167 196 222238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43
69 R e R ERE R
97 13.40 13.60 13.80 14.00
5000 m/z 55.10 73.83%
125

ol 26 153 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
T T T T T

Abundance #185169: Heptadecy! trifluoroacetate T T
13.40 13.60 13.80 14.00

m/z 69.10 70.77%

5000

125

:

154 1g2 210 238 0265283

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088767.D

Aca On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample : H3870-04

Misc :

ALS Vial : 27 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 2-methyltetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.02 ng 49224 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 72
2 Heptadecane 240 C17H36 000629-78-7 64
3 Triacontane 422 C30H62 000638-68-6 64
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 59
5 Tetracosane 338 C24H50 000646-31-1 59
Abundance Scan 1276 (16.171 min): BF088767.D (-1271) (-) m/z 57.10 100.00%
57
85
5000
I|11|3135 101 - 1580 16.00 16.20 16.40
N 1 T m/z 71.10 82.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185534: 2-methyltetracosane
57
5000 85 UL AR AR
15.80 16.00 16.20 16.40
29 m/z 85.05 59.25%
oL 4] h‘\ | M L ‘1“‘1 160 197 225 253 309 337
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
85 15.80 16.00 16.20 16.40
5000 m/z 43.10 57 .19%
29
0 T ke L 197 20 J\%}\\W'\_/
mz-> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R R RREEE T A
57 15.80 16.00 16.20 16.40
m/z 55.10 30.85%
5000 i j\pv\whv\/vvﬂ\v/»vvvu»~va
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 15,80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088767.D

Acq On > 7 Jul 2016 7:13

Operator : UM/SJ

Sample - H3870-04

Misc :

ALS Vial : 27 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]
R-(-)-1,2-propane. .. 2.94 3.1 ng 85550 1 6.75 553326 20.0
2-Pentanone, 4-hy... 4 .91 4.8 ng 133799 1 6.75 553326 20.0
unknown6.51 6.51 85.1 ng 2353850 1 6.75 553326 20.0
Heptacosane 11.14 3.0 ng 99558 4 11.26 657443 20.0
Octadecane 11.56 2.9 ng 94073 4 11.26 657443 20.0
unknownl2 .67 12.67 11.4 ng 304433 5 13.89 535794 20.0
Heptadecyl acetate 12.75 2.1 ng 55393 5 13.89 535794 20.0
Butyl myristate 13.38 7.1 ng 189755 5 13.89 535794 20.0
1-Heneicosanol 13.75 4.7 ng 125728 5 13.89 535794 20.0
2-methyltetracosane 16.17 2.0 ng 49224 6 15.27 487228 20.0
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