LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088065.D

Aca On : 16 Jun 2016 6:24

Operator : UM/SJ

Sample : H3570-12

Misc :

ALS Vial : 36 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 1.690 5 9 18 rvB2 235795 690043 30.24% 3.169%
2 1.815 18 20 31 rvv 1329057 2281752 100.00% 10.480%
3 1.953 31 32 43 rVB 65138 146462 6.42% 0.673%
4 2.158 47 50 71 rvB2 21507 84199 3.69% 0.387%
5 4.901 288 290 297 rBV 114324 174152 7.63% 0.800%
6 5.336 325 328 330 rBY 1810183 1857353 81.40% 8.531%
7 6.387 417 420 422 rBV 1462939 1942474 85.13% 8.922%
8 6.513 428 431 433 rBV 1591091 1961980 85.99% 9.012%
9 6.742 448 451 453 rBV 725881 604879 26.51% 2.778%
10 6.902 462 465 467 rBV 1351927 1595328 69.92% 7.327%

11 7.313 498 501 503 rBV 1085914 1300107 56.98% 5.971%
12 8.022 561 563 566 rBvV 576124 768924 33.70% 3.532%
13 9.108 655 658 660 rBVY 2317451 2126226 93.18% 9.766%
14 9.508 690 693 695 rBvV 367021 405017 17.75% 1.860%

15 9.725 710 712 714 rBV 31534 29766 1.30% 0.137%
16 9.782 714 717 719 rvV 876905 846992 37.12% 3.890%
17 10.216 754 755 757 rVB 64835 56534 2.48% 0.260%
18 10.433 771 774 778 rBV 21406 40162 1.76% 0.184%

19 10.571 783 786 788 rBv2 788933 1043364 45.73% 4.792%
20 10.696 795 797 803 rBV 54933 100296 4._.40% 0.461%

21 11.142 833 836 837 rBV 36366 36269 1.59% 0.167%
22 11.256 844 846 849 rVB 837887 714885 31.33% 3.284%
23 11.496 865 867 871 rBvV 18041 30742 1.35% 0.141%
24 12.845 982 985 987 rBV 1635366 1528120 66.97% 7.019%
25 13.199 1014 1016 1019 rBB 36680 55145 2.42% 0.253%
26 13.748 1062 1064 1074 rBV 42501 92098 4._.04% 0.423%
27 13.885 1074 1076 1079 rBV2 509485 593062 25.99% 2.724%
28 14.651 1140 1143 1146 rBV2 27258 43914 1.92% 0.202%
29 14.731 1148 1150 1153 rVB 23921 25419 1.11% 0.117%

30 15.291 1196 1199 1204 rBV 437289 596216 26.13% 2.738%

Sum of corrected areas: 21771880
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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\BF061516\

BF088065.D

16 Jun 2016 6:24

UM/SsJ

H3570-12

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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\BF061516\
Data File : BF088065.D

Aca On : 16 Jun 2016 6:24

Operator : UM/SJ

Sample : H3570-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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, 1,1-dimethoxy- Concentration Rank 6

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

1.95 4.84 ng 146462 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
3 Glvcine 75 C2H5NO2 000056-40-6 9
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI02 002568-30-1 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 4

Abundance Scan 32 (1.953 min): BF088065.D (-31) (-) m/z 75.10 100.00%
75
5000 a5
U AL R AL B
39 | 57 1.80 2.00 2.20
O B B 821 B o m/z 73.10 73.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 U AL AL AL B
1.80 2.00 2.20
m/z 45.10 39.73%
o | 25\\ H\ > 69| 88 103
'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 60 70 80 90 100 110
Abundance
73
U AL NI AL B
1.80 2.00 2.20
5000 m/z 41.05 27.58%
45
29
o 39 S a7 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #870: Glycine
30 1.80 2.00 2.20
m/z 47.00 17.60%
5000
75
o T -
LRI PRI SR SURL LR S SULEL SURLEL S SURLLIL UL S B L AL L AL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.80 200 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088065.D

Aca On : 16 Jun 2016 6:24

Operator : UM/SJ

Sample : H3570-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Heptane Concentration Rank 9

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

2.16 2.78 ng 84199 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 90
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 64
3 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 37
4 1-Trifluoroacetoxv-2-methvlpentane 198 C8H13F302 155089-96-6 36
5 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 25

Abundance Scan 50 (2.158 min): BF088065.D (-47) (-) m/z 43.10 100.00%
43
57 71
5000
100 e B aAS s T
|| 1.80 2.00 2.20 2.40
-ttt e m/z 41.10 62 .98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3973: Heptane
43
57
5000 &
1.80 2.00 2.20 2.40
29 100 m/z 71.10 59 .35%
| g5
e R A IS RN RS RS RS RARRS RS RARRS SRS
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
43
180 200 220 240
5000 29 57 71 m/z 57.10 55.81%
0 1 15 37 51 65 77 8 100
miz--> ) 10 20 30 40 50 60 70 80 90 100
Abundance #6708: 1-Hexene, 4,5-dimethyl- R e
43 71 1.80 2.00 2.20 2.40
m/z 70.10 37 .94%
5000 55
27 q
SRS VIS NP A N S S |
m/z--> 10 20 30 40 50 60 70 80 90 100 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088065.D

Aca On : 16 Jun 2016 6:24

Operator : UM/SJ

Sample : H3570-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.90 5.76 ng 174152 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 290 (4.901 min): BF088065.D (-288) (-) m/z 43.00 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
83
o...,....,....,....','::..‘??.':I;....,....,.~...,...=,|....,....,....,....,...., m/z 59.10 58.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RN LR N R
460 4.80 5.00 5.20
59 101 m/z 101.10 20.38%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520
5000 m/z 58.10 16.78%
29 101
o 2 7383
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 AR Eam R
59 460 4.80 5.00 5.20
m/z 41.10 8.72%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088065.D

Aca On : 16 Jun 2016 6:24

Operator : UM/SJ

Sample : H3570-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.51 Concentration Rank 2

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

6.51 64 .87 ng 1961980 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 431 (6.513 min): BF088065.D (-428) (-) m/z 132.00 100.00%
5000
68
% 620 640 6.60 680
40 54 . . . .
o AR 2 R | N—— m/z 134.00 34.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN AR RS AR
6.20 6.40 6.60 6.80
2 51 78 m/z 68.10 31.30%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
SRS AR RS RRRRE
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 19.83%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! o  REAR
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 13.21%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | I
m/z--> 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\BF061516\
Data File : BF088065.D

Aca On : 16 Jun 2016 6:24

Operator : UM/SJ

Sample : H3570-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.81 ng 100296 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 797 (10.696 min): BF088065.D (-795) (-) m/z 57.05 100.00%
g7
5000 85
4 ) W~ ) M
| 13 g, 10.40 10.60 10.80 11.00
Oty m/z 71.10 70.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 SR DU LA UL AR
4 mmmmmmnm
13 m/z 43.10 56.94%
0 | H\ H\ A Y 141 169 197212 240
m/z--> 25 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.10 42 .97%
41
113

141156 183 211 239 267 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane

57 10.40 10.60 10.80 11.00

m/z 41.10 24 _.03%
5000 85
4
e e e e e e e e e R R R e Rmas

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088065.D

Aca On : 16 Jun 2016 6:24

Operator : UM/SJ

Sample : H3570-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 1-Hexacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.75 3.11 ng 92098 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 83
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 58
3 n-Tetracosanol-1 354 C24H500 000506-51-4 45
4 Cvclopentane. 1.1.3.4-tetramethv... 126 C9H18 020309-77-7 43
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 42
Abundance Scan 1064 (13.748 min): BF088065.D (-1062) (-) m/z 57.10 100.00%

| 13.40 13.60 13.80 14.00
ol 1L e — m/z 55.10 92.86%

qr 83
5000 11

m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43
5000 83 -(\---|----|----[|\-’-\--|-

13.40 13.60 13.80 14.00
m/z 43.10 88.50%

111
Al eﬂ “ L 139 168 196 224 252 278 308 336 364
B N
m/z--> 50 100 150 200 250 300 350
Abundance
57

13.40 13.60 13.80 14.00

o

5000 m/z 83.10 86.16%
83
29 m
0 139 168 196 224 253
— b A e
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1 SN RS M U
43 13 40 13. 60 13. 80 14. 00

m/z 69.10 80.01%

5000 83
18 111
0 Ll s J|‘L | ,140 168 196 238 266 308 336

m/z--> 50 100 150 200 250 300 350 13 40 13. 60 13. 80 14. 00

8270-BF060716.M Thu Jun 16 13:54:20 2016 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061516\
Data File : BF088065.D

Acq On : 16 Jun 2016 6:24

Operator : UM/SJ

Sample : H3570-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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, 1,l1-dime... 1.95 4.8 ng 146462 1 6.74 604879 20.0
Heptane 2.16 2.8 ng 84199 1 6.74 604879 20.0
2-Pentanone, 4-hy... 4.90 5.8 ng 174152 1 6.74 604879 20.0
unknown6 .51 6.51 64.9 ng 1961980 1 6.74 604879 20.0
Heptadecane 10.70 2.8 ng 100296 4 11.26 714885 20.0
1-Hexacosanol 13.75 3.1 ng 92098 5 13.89 593062 20.0
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