LSC Area Percent Report

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

Data File : BF089779.D

Aca On : 17 Aug 2016 22:32 Instrument :
Operator - UM/SJ BNA_F

Sample - H4490-08 ClientSampleld :
Misc - 670-UNDERCLIFF-4
ALS Vial : 50 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 rVV 1365866 2640964 10.06% 1.828%
2 1.793 16 18 68 rvB 10232603 26240600 100.00% 18.162%
3 4.844 282 285 295 rVB 2583542 3718297 14.17% 2.574%
4 5.279 320 323 325 rBVY 9823904 9986524 38.06% 6.912%
5 6.330 412 415 418 rVB 8751275 9826103 37.45% 6.801%

6.467 424 427 429 rBV 7996598 11384581 43.39% 7.880%
6.696 445 447 449 rBV 4069741 3282003 12.51% 2.272%
6.856 458 461 463 rBV 9726069 9131679 34.80% 6.320%
4878155 6811959 25.96% 4_.715%
7.382 502 507 509 rBvV 453464 710698 2.71% 0.492%
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11 7.988 557 560 562 rBV 3081970 4158712 15.85% 2.878%
12 9.062 651 654 657 rBVY 11735627 11749157 44.77% 8.132%
13 9.462 686 689 691 rBV 6177895 5357562 20.42% 3.708%
14 9.736 710 713 715 rBV 5173640 4885087 18.62% 3.381%
15 10.182 751 752 754 rVB 275819 287551 1.10% 0.199%

16 10.514 778 781 784 rBV 6600153 7339193 27.97% 5.080%
17 10.662 792 794 798 rBV 326192 511457 1.95% 0.354%
18 11.108 829 833 834 rBV2 243549 270091 1.03% 0.187%
19 11.211 839 842 844 rBV 5428591 4969643 18.94% 3.440%
20 11.759 888 890 894 rBvV2 426128 427709 1.63% 0.296%

21 12.799 978 981 984 rBV 11758183 11712922 44.64% 8.107%
22 13.725 1060 1062 1069 rBV 194881 523899 2.00% 0.363%

23 13.840 1069 1072 1074 rBV 3864161 4799731 18.29% 3.322%
24 15.234 1191 1194 1196 rBV 2932765 3755886 14.31% 2.600%

Sum of corrected areas: 144482008
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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\

BF089779.D

17 Aug 2016 22:32

UM/SsJ

H4490-08

50 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

670-UNDERCLIFF-4
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089779.D

Aca On 17 Aug 2016 22:32

Operator : UM/SJ

Sample = H4490-08

Misc :

ALS Vial : 50 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.84 22 .66 ng 3718300 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 285 (4.844 min): BF089779.D (-282) (-) m/z 43.00 100.00%
43
59
5000
101 S I W
460 4.80 5.00 5.20
83
o...,....,....,....',....?.1..!,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 59.09%
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 59 450 4.80 500 5.20
m/z 101.00 22.67%
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 4.80 500 5.20
5000 M m/z 57.95 18.07%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #213: Acetone T
43 460 4.80 5.00 5.20
m/z 41.05 8.81%
5000
58
15 o
0'”PL'PJM'“Wh'ﬂ””I“”P'”P'“P”'P”W'”W”'W“”I“”I IR AR L SN
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\BF081716\

Data File : BF089779.D

Aca On : 17 Aug 2016 22:32

Operator : UM/SJ

a?ggle i H4490-08 670-UNDERCLIFF-4
ALS Vial : 50 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 (E)-3-Chloro-2-methyl-2-pen... Concentration Rank 2

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

6.47 69.38 ng 11384600 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 50
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 40
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 37
4 Amphetaminil 250 C17H18N2 017590-01-1 28
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 25

Abundance Scan 427 (6.467 min): BF089779.D (-424) (-) m/z 132.00 100.00%
132
5000
68
% 620 640 6.60 6.80
40 54 : : :
o B ey A5 207 | 7z 134.00  35.76%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS R L A
a1 o7 6.20 6.40 6.60 6.80
53 - 117 m/z 68.10 29.06%
0....|....|....| ...l:I.-O.7..|...|....|....|....|....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
RS SRR RAASE AR RAR
69 104 6.20 6.40 6.60 6.80
5000 m/z 66.00 18.43%
31 51
79
L S O UL L L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propiony! R e EREnEmmas
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 12.29%
5000 g 0
| T AN HW..kL,..“n N R }??II o S SR
m/z--> 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

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

Data File : BF089779.D

Aca On : 17 Aug 2016 22:32

Operator : UM/SJ

a?ggle i H4490-08 670-UNDERCLIFF-4
ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 6 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

7.38 3.42 ng 710698 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-, 1.2.3-p... 386 C21H3806 056554-54-2 59
3 1.4-Dioxane 88 C4H802 000123-91-1 38
4 L(-)-Fucose. tetramethvl ether 220 C10H2005 1000332-75-0 36
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 33

Abundance Scan 507 (7.382 min): BF089779.D (-502) (-) m/z 73.00 100.00%
B
5000
41
101 AR AR RN LR
m‘” | 129 7.00 7.20 7.40 7.60 7.80
Y — m/z 88.00 80.63%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
5000
41 7.00 7.20 7.40 7.60 7.80
101 m/z 41.05 31.65%
T A R
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—|
7.00 7.20 7.40 7.60 7.80
5000 m/z 57.05 30.18%
69
ob— Ly i L 1100 135455178 214 242 272204313 355
m/z--> 50 100 150 200 250 300 350
Abundance #2008:1,4—Di0xane LI LI LI L L L LB B B
2 7.00 7.20 7.40 7.60 7.80
m/z 87.00 21.72%
88
5000 58
0 “h""'l' UL SRS UL SR SR B AR AN LS LR R
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

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

Data File : BF089779.D

Aca On : 17 Aug 2016 22:32

Operator : UM/SJ

a?ggle i H4490-08 670-UNDERCLIFF-4
ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.06 ng 511457 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Heptacosane 380 C27H56 000593-49-7 80
4 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 72
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 794 (10.662 min): BF089779.D (-792) (-) m/z 57.10 100.00%
57
5000 85
113 10.40 10.60 10.80 11.00
o hhalyeere? | “m/z 71.10 78.39%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 L BRI BRI SULR B
a5 10 40 10. 60 10.80 11.00
29 m/z 43.10 65.16%
0 ‘\w‘ L4 J 113 141 169 197 226
m/z--> §o 160 150 200 2%0 360 3éo
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.10 50.31%
28
o 113 155 183 310
m/z--> - '50" ' 160" "1éo" ' 560" ' 550" ' 560" ' ééo" -
Abundance #202662: Heptacosane R e
57 10.40 10.60 10.80 11.00
m/z 41.05 30.34%
5000
85
o 297 | 13 141 169 197 225 253 281 323 351380
m/z--> 50 1(')0 150 2(')0 250 3(')0 350 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 : BF089779.D

Aca On : 17 Aug 2016 22:32

Operator : UM/SJ

a?ggle i H4490-08 670-UNDERCLIFF-4
ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.18 ng 523899 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 1-Nonadecene 266 C19H38 018435-45-5 90

Abundance Scan 1062 (13.725 min): BF089779.D (-1060) (-) m/z 57.05 100.00%

57 83

5000

:

13.40 13.60 13.80 14.00
m/z 43.10 87.33%

o 139 178 207 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83

:

5000 LA L L L L L L
13.40 13.60 13.80 14.00
m/z 83.05 85.31%
29
ok il 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
97 T
13.40 13.60 13.80 14.00
5000 m/z 55.05 83.64%
29 125
0 79 154 179196 224 9251269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol T
55 83 13.40 13.60 13.80 14.00
m/z 69.05 74 .83%
5000
29
ol il 167 196 224 252 280 308
e R A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF089779.D

Acq On : 17 Aug 2016 22:32

Operator : UM/SJ

a?ggle i H4490-08 670-UNDERCLIFF-4
ALS Vial =: 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616.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]
2-Pentanone, 4-hy... 4.84 22.7 ng 3718300 1 6.70 3282000 20.0
(E)-3-Chloro-2-me. .. 6.47 69.4 ng 11384600 1 6.70 3282000 20.0
Hexanoic acid, 2-... 7.38 3.4 ng 710698 2 7.99 4158710 20.0
Hexadecane 10.66 2.1 ng 511457 4 11.21 4969640 20.0
n-Tetracosanol-1 13.73 2.2 ng 523899 5 13.84 4799730 20.0
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