LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\

Data File : BF089782.D

Aca On : 17 Aug 2016 23:52 Instrument :
Operator - UM/SJ BNA_F

Sample - H4490-14 ClientSampleld :
Misc - 670-UNDERCLIFF-7
ALS Vial : 53 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-BF081616.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 6 7 16 rvVvV 2758267 5289805 13.22% 2.892%
2 1.793 16 18 75 rVvB 13684514 40005120 100.00% 21.871%
3 4.844 282 285 294 rVB 2737977 4303781 10.76% 2.353%
4 5.279 320 323 326 rBVY 8385032 12428592 31.07% 6.795%
5 6.342 413 416 418 rVB 8684733 12823665 32.06% 7.011%
6 6.467 424 427 429 rBV 12104570 13224702 33.06% 7.230%
7 6.696 445 447 449 rBV 4014090 3296469 8.24% 1.802%
8 6.856 458 461 463 rBVY 11363156 10113357 25.28% 5.529%
9 7.267 493 497 499 rBVY 7254314 8504966 21.26% 4 .650%
10 7.370 503 506 511 rVB 249634 403327 1.01% 0.220%

11 7.988 557 560 562 rBV 3942646 4362224 10.90% 2.385%
12 9.062 651 654 657 rBY 10067688 14369337 35.92% 7.856%
13 9.462 686 689 692 rBV 5872277 5986927 14.97% 3.273%
14 9.679 706 708 710 rvv2 330551 522090 1.31% 0.285%
15 9.736 710 713 715 rVB 5820783 5092032 12.73% 2.784%

16 10.091 742 744 746 rBV 652973 559590 1.40% 0.306%
17 10.525 778 782 784 rBV2 6220417 8749038 21.87% 4._.783%
18 10.662 790 794 797 rBV 524060 705597 1.76% 0.386%
19 10.856 809 811 813 rBV 334360 422513 1.06% 0.231%
20 11.211 839 842 844 rBV 5569520 4760090 11.90% 2.602%

21 11.656 878 881 883 rvB 5279967 5178001 12.94% 2.831%
22 11.759 888 890 894 rBv2 545393 619363 1.55% 0.339%
23 12.799 978 981 984 rBV 9419749 12116883 30.29% 6.624%
24 13.280 1017 1023 1028 rBV3 218174 420402 1.05% 0.230%
25 13.748 1061 1064 1071 rBV 450196 806706 2.02% 0.441%

26 13.862 1071 1074 1078 rBV 3954233 4262497 10.65% 2.330%
27 15.325 1199 1202 1205 rBV 2711947 3109686 7.77% 1.700%
28 19.063 1525 1529 1541 rVB 86155 478633 1.20% 0.262%

Sum of corrected areas: 182915393
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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\BF081716\
BF089782.D

17 Aug 2016 23:52

UM/SJ

H4490-14

53 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-

670-UNDERCLIFE-7

BF081616.M
CALIBRATION

Abundance

1.2e+07

1e+07

8000000

6000000

40000001; g7

2000000

79

TIC: BF089782.D

6.47
6.86

5.8 6.34

7.27

6.70
4.84

0

Time-->

T
2.00

2.50

3.00

3.50

4.00

|G
LA B BN B B R B R B B B

I
4.50 5.00

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

9.06

9.46 9.74

i

7.99

TIC: BF089782.D

12.80

10.52

11.21 11.66

N

Time-->

10.09
I

L e T
9.50 10.00

10.660.86
I

1.76 / 13.28
| I =

11.50 12.00 12.50 13.00

10.50 11.00

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000
13.7

13.86

15.33

TIC: BF089782.D

19.06

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\BF081716\
Data File : BF089782.D

Aca On : 17 Aug 2016 23:52

Operator : UM/SJ

Sample : H4490-14

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 5

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

4.84 26.11 ng 4303780 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 285 (4.844 min): BF089782.D (-282) (-) m/z 43.00 100.00%
a3
59
5000
101 SDSREENSD Hh S
4.60 4.80 5.00 5.20
83
o...,....,....,....',.:..?.1.:!,...‘??....,.~...,....~,....,....,....,....,...., m/z 59.10 58.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 RN L SN
a 4.60 4.80 5.00 5.20
101 m/z 101.00 21.29%
29
0 M\ ‘\‘\50 Al 73 86 ‘
R I AN SRS UL LI I IR LR LIS SN RS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 4.80 500 5.20
5000 5 m/z 58.00 17.18%
15 101
i 31 51 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.60 4.80 5.00 5.20
m/z 41.05 8.92%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089782.D

Aca On : 17 Aug 2016 23:52

Operator : UM/SJ

Sample : H4490-14

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknown6.47 Concentration Rank 2

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

6.47 80.24 ng 13224700 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 427 (6.467 min): BF089782.D (-424) (-) m/z 132.00 100.00%
32
5000 68
96 R S R L A
40 54 || 65 | . 115 ‘ 6.20 6.40 6.60 6.80
Ob el e S5 e e e e e m/z 68.10 38.01%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 RS R A A
a1 o7 6.20 6.40 6.60 6.80
53 - 117 m/z 134.00 37.09%
“\‘\‘ \\‘\ ‘\H i \“ ‘\ Il
e L S A L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 o 620 640 660 680
5000 m/z 66.10 23.97%
31 51
e L S AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil R B R Rmma E A
132 6.20 6.40 6.60 6.80
m/z 69.10 15.09%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 4'0 6|0 8|0 1(')0 150 140 160 15';0 200 220 6.|20 6.|40 6.%0 6.50

8270-BF081616.-M Thu Aug 18 17:33:48 2016

670-UNDERCLIFE-7

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089782.D

Aca On : 17 Aug 2016 23:52

Operator : UM/SJ

Sample : H4490-14

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 6 1H-Cycloprop[e]azulene, la,... Concentration Rank 12

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

9.68 2.05 ng 522090 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. la.2.3.4... 204 C15H24 000489-40-7 96
2 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 93
3 10s.1lls-Himachala-3(12).4-diene 204 C15H24 060909-28-6 93
4 Azulene. 1.2.3.3a.4.5.6.7-octahyv... 204 C15H24 022567-17-5 92
5 _delta.-Selinene 204 C15H24 028624-23-9 89

Abundance Scan 708 (9.679 min): BF089782.D (-706) (-) m/z 105.00 100.00%
5 161
5000
9.40 9.60 9.80 10.00
o m/z 161.10 93.94%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #64574: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd...
161 204
189
41 105
119
5000 01 S AR LS RN AR
133 147 9.40 9.60 9.80 10.00
m/z 204.20 80.47%
\ \H | bk L
0 ‘. \H ‘. \H\H‘\;MI H .‘i...‘al..‘..l‘...
miz-> 20 40 120 140 160 180 200
Abundance
41 93 107
m "5 550 6.0 1000
79 119 135 . . . )
5000 > 189 204 m/z 81.10 74.80%
29 67
147
175
L S S S L B L L WL WL WL
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64380: 10s,11s-Himachala-3(12),4-diene
161 204 9.40 9.60 9.80 10.00
189 m/z 189.10 74.02%
g1 105 ;59 133
5000 41 147
55 69 9
175
OI ‘ . I‘\ﬁ‘hllwlI\;H‘I\I“l‘\l ...|....|....|....| ‘... |||||||/|\ III/\I Y- N
miz--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089782.D

Aca On : 17 Aug 2016 23:52

Operator : UM/SJ

Sample : H4490-14

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknownl10.09 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.09 2.20 ng 559590 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 35
2 o-Cvmene 134 C10H14 000527-84-4 35
3 p-Cvmene 134 C10H14 000099-87-6 35
4 1.3-Cvclohexadiene. 5.6-dimethvl- 108 C8H12 005715-27-5 25
5 Bicyclo[3.2.0]heptane, 6-methylene- 108 C8H12 003642-22-6 25
Abundance Scan 744 (10.091 min): BF089782.D (-742) (-) m/z 93.10 100.00%
119
43 79 || 105
5000
55
5 132
145 159 9.80 10.00 10.20 10.40
o o272 187207 1 Th7z 119.10  82.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
9.80 10.00 10.20 10.40
o1 134 m/z 91.00 76.91%
15 27 41 53 65 77 103 N
mes  d e b o e 1 w8
Abundance
119
9.80 10.00 10.20 10.40
5000 m/z 105.05 60.68%
134
15 27 39 51 65 77 | 103
O Bt N R I R B o
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119 9.80 10.00 10.20 10.40
m/z 43.10 56 .55%
5000
o1 134
o2 fte3 8577 | 108
mz> 20 40 6 80 100 150 140 180 180 200 ' '9.80 10.00 10,20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\

Data File : BF089782.D

Aca On : 17 Aug 2016 23:52

Operator : UM/SJ

a?ggle i H4490-14 670-UNDERCLIFF-7
ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.96 ng 705597 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 9-methvlheptadecane 254 C18H38 026741-18-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 87
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 794 (10.662 min): BF089782.D (-790) (-) m/z 57.10 100.00%
57
5000 85
3 113 10.40 10.60 10.80 11.00
0 ...,....-,...I,.J:.,!...-|,..~+.,...1.‘,‘9..,1.?.9.,..1..9,7.... e || M7z 71.10  74.59%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #141426: Heneicosane
57
85
5000 RN B IR SULRLEE B
10.40 10.60 10.80 11.00
m/z 43.10 66.58%
29 113
oLt e 141169 107 225 253 296
m/z--> 2'0 4'0 6|O 8|0 100 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57
85 10.40 10.60 10.80 11.00
5000 m/z 85.05 48.90%
140
29 111

168 196 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane ST e
57 10.40 10.60 10.80 11.00
m/z 41.10 31.83%
5000 85
29 113
o | % 141 160 197 225 253 281 309 338
Frprr e e e e e e e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089782.D

Aca On : 17 Aug 2016 23:52

Operator : UM/SJ

Sample : H4490-14

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknownll.66 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.66 21.76 ng 5178000 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanethioic acid. 3-oxo-. S-(1-... 160 C7H1202S 015780-62-8 35
2 2.6-Octadienal. 2.6-dimethvl-8-(... 252 C15H2403 1000196-64-1 35
3 Butanethioic acid. 3-oxo-. S-pro... 160 C7H1202S 015780-61-7 27
4 4-Hexen-3-ol. 2.5-dimethvl- 128 C8H160 060703-31-3 22
5 2-Propyltetrahydropyran 128 C8H160 003857-17-8 22
Abundance Scan 881 (11.656 min): BF089782.D (-878) (-) m/z 85.10 100.00%
43 8
5000
121 135 149
55 g7 5 161 234 R ISR L BN B
|| % ||| 173 189,0; 219 11.40 11.60 11.80 12.00
bl il m/z 43.00 80.81%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31068: Butanethioic acid, 3-oxo-, S-(1-methylethyl) ester
43 85
5000
160 11.40 11.60 11.80 12.00
m/z 91.00 29.63%
L s usl®
mz-> 20 45 60 éo 100 120 140 1éo 180 200 220 240
Abundance
85
11.40 11.60 11.80 12.00
5000 m/z 135.05 29.28%
og 41 55 67 s 150
1
0 101 135 168181195 223 237 252
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31065: Butanethioic acid, 3-oxo-, S-propy! ester e
3 85 11.40 11.60 11.80 12.00
m/z 149.05 28.35%
5000
160
28 118
0I'””N'”IJ'M'”'P'”I”'W'”'P'”I”"'”'P'”I”'W L B S B B
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 1140 11.60 11.80 12.00

8270-BF081616.-M Thu Aug 18 17:33:52 2016

670-UNDERCLIFE-7

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\

Data File : BF089782.D

Aca On : 17 Aug 2016 23:52

Operator : UM/SJ

a?ggle i H4490-14 670-UNDERCLIFF-7
ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.76 2.60 ng 619363 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 890 (11.759 min): BF089782.D (-888) (-) m/z 73.00 100.00%

43 60 s
5000
u“ 129
97 L UL UL UL UL B
115 157171 185, oo 213 11,40 11.60 11,80 12.00
143 199 256

0...,....','.."!-',|. 2z m/z 43.10 79.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 go 73
5000 29

11.40 11.60 11.80 12.00
129 256 m/z 60.00 79.48%
97 115 213

143157171185 199 “~ 227

Ol ey
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e
11.40 11.60 11.80 12.00
5000 129 m/z 57.10 63.90%
29 87
115 | 143 199 242
101 157171185
oL 15 213276
e S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid B B L B
73 11.40 11.60 11.80 12.00
60 m/z 41.05 61.63%
5000 43 129
7 101 115 o7
“ T‘ 101 73| 200
O.H,H.W.”.L.‘,M.Mtﬁ.“.”‘”” I —
miz--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089782.D

Aca On : 17 Aug 2016 23:52

Operator : UM/SJ

Sample : H4490-14

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 11 1-Heptacosanol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.75 3.79 ng 806706 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Tetracosanol- 354 C24H500 000506-51-4 90

Abundance Scan 1064 (13.748 min): BF089782.D (-1061) (-) m/z 57.10 100.00%
57
N LR P BRI I
139 215 13.40 13.60 13.80 14.00
o3 A h100182 215 241 284 32342 u Ten o5 91 8an
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 AU IR
125 1340 13.60 13.80 14.00
m/z 69.10 85.69%
L1 \‘ R \‘h 193,181 200 236 204 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
13.40 13.60 13.80 14.00
5000 111 m/z 55.05 85 .50%
29
o 139 168 191210 238 266 205
m/z--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)- R RN B o S B
13.40 13.60 13.80 14.00
m/z 43.10 84 .12%
- /L_ﬂhv\ﬁ~_ﬁ,J\\\jL\,_,mﬁ,~_
o | 1139 168 196 223 252 280
m/z--> 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\

Data File : BF089782.D

Aca On : 17 Aug 2016 23:52

Operator : UM/SJ

a?ggle i H4490-14 670-UNDERCLIFF-7
ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknownl19.06 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.06 3.08 ng 478633 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzestrol 298 C20H2602 000085-95-0 30
2 1-Naphthalenemethanol. decahvdro... 306 C20H3402 001857-24-5 25
3 Benzamide. 2-hvdroxv-N-[2-(1l-met... 271 C16H17NO3 1000337-82-0 22
4 Acetaminosalol 271 C15H13N0O4 000118-57-0 22
52,27,3,5,6"-Pentachloro-1,1"-bip... 324 C12H5CI5 073575-55-0 14
Abundance Scan 1529 (19.063 min): BF089782.D (-1525) (-) m/z 121.00 100.00%
60 o3 121
5000 149 e \/\/\N\/\/\,/\LWW
189 35
41 275298 348 440
371 RN LR BN B
B 18.80 19.00 19.20 19.40
0 L m/z 69.10 95.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143211: Benzestrol
121
5000 RN IR BN B
208 18.80 19.00 19.20 19.40
77 177 m/z 107.00 92.27%
0|||5?‘|“|J‘l“‘u“u"]:-%ru“u“uu||||||||||‘||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
81
153 SRR IR BN B
55 109 18.80 19.00 19.20 19.40
5000 257 m/z 93.00 84 .08%
189 201
e L L WL L AL LS WL BB
m/z--> 50 100 150 200 250 300 350 400
Abundance #120132: Benzamide, 2-hydroxy-N-[2-(1-methylethoxy)phenyl]- L e
121 18.80 19.00 19.20 19.40
m/z 95.00 79.49%
5000
151 271 \/\/\/\/M/\JLVV/\\\AA/\I\W
39 65 93
0= m|"J' ljl ! ""l "1?? N ?%g'l L PURLELUN SRS BURER U UNRER BURR BN
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081716\

Data File : BF089782.D

Acq On : 17 Aug 2016 23:52

Operator : UM/SJ

a?ggle i H4490-14 670-UNDERCLIFF-7
ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616_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]
Propane, 2-methyl... 4.84 26.1 ng 4303780 1 6.70 3296470 20.0
unknown6 .47 6.47 80.2 ng 13224700 1 6.70 3296470 20.0
1H-Cycloprop[e]az.- .. 9.68 2.0 ng 522090 3 9.74 5092030 20.0
unknown10.09 10.09 2.2 ng 559590 3 9.74 5092030 20.0
Heneicosane 10.66 3.0 ng 705597 4 11.21 4760090 20.0
unknownll.66 11.66 21.8 ng 5178000 4 11.21 4760090 20.0
n-Hexadecanoic acid 11.76 2.6 ng 619363 4 11.21 4760090 20.0
1-Heptacosanol 13.75 3.8 ng 806706 5 13.86 4262500 20.0
unknown19 .06 19.06 3.1 ng 478633 6 15.33 3109690 20.0
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