LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\

Data File : BF089558.D

Aca On : 2 Aug 2016 20:40 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H4269-17 saasaroégo
ALS Vial : 20 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-BF072716.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 1.644 4 5 36 rvB 530788 1113228 87.10% 9.265%
2 4 _.559 257 260 270 rBV 252387 433538 33.92% 3.608%
3 5.039 300 302 318 rBV 974545 1168670 91.44% 9.727%
4 5.450 336 338 343 rBV 17296 19268 1.51% 0.160%
5 6.136 396 398 405 rBVY 1089919 1278033 100.00% 10.637%
6 6.239 405 407 409 rBV 1273312 1238686 96.92% 10.309%
7 6.467 426 427 438 rBV 193253 240280 18.80% 2.000%
8 6.627 438 441 443 rBV 818747 925762 72.44% 7.705%
9 7.050 475 478 488 rBV 479644 752704 58.90% 6.265%
10 7.187 488 490 496 rvVB 18159 27193 2.13% 0.226%

11 7.759 538 540 550 rBV 262545 298220 23.33% 2.482%
12 8.833 632 634 637 rBV 1118011 1166052 91.24% 9.705%
13 9.233 667 669 672 rBvY 247599 267199 20.91% 2.224%
14 9.496 690 692 695 rBvV 368857 328879 25.73% 2.737%

15 9.953 730 732 734 rVB 20792 17790 1.39% 0.148%
16 10.285 759 761 763 rBV 692164 703730 55.06% 5.857%
17 10.422 771 773 779 rVB 28240 36121 2.83% 0.301%
18 10.868 809 812 813 rBV 19107 17018 1.33% 0.142%

19 10.971 819 821 826 rBV 249209 263212 20.60% 2.191%
20 11.222 841 843 848 rBV 117876 172885 13.53% 1.439%

21 11.291 848 849 855 rVvB 13848 14417 1.13% 0.120%
22 11.531 868 870 874 rBvV 17163 21391 1.67% 0.178%
23 12.034 912 914 922 rBV 98076 192100 15.03% 1.599%
24 12.548 957 959 962 rBV 823735 836297 65.44% 6.960%
25 13.474 1038 1040 1048 rVB 29271 49768 3.89% 0.414%

26 13.588 1048 1050 1058 rBV 201478 222591 17.42% 1.853%
27 14.914 1163 1166 1173 rBV 178356 210015 16.43% 1.748%

Sum of corrected areas: 12015047
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089558.D

Aca On : 2 Aug 2016 20:40

Operator : UM/SJ

Sample : H4269-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF089558.D

1200000
6.14

1000000 5.04

6.63
800000
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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: BF089558.D

1200000 8.83

1000000

12.55
800000
10.28

600000

400000 9.50
7.76 9.23 10.97

200000
J 11.22 12.03

L [\ 9.95 \1_0,(12 10.8 i\&zg 11.53 \ 13.4

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: BF089558.D

13.

1200000
1000000
800000
600000
400000
200000 14.91

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\BF080216\
Data File : BF089558.D

Aca On : 2 Aug 2016 20:40

Operator : UM/SJ

Sample : H4269-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 36.09 ng 433538 1,4-Dichlorobenzene-d4 6.47
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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 260 (4.559 min): BF089558.D (-257) (-) m/z 43.10 100.00%
a3
59
5000
101 R A S L
51| 83 420 4.40 4.60 4.80
rrrprrerprerer el e e m/z 59.10 63.24%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

4.20 4.40 4.60 4.80

m/z 101.10 23.51%

101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
A B
4.20 4.40 4.60 4.80
5000 a1 m/z 58.10 15.64%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime  EamaT e ....,.
43 420 440 460 4.80

m/z 41.10 9.63%

5000
101
15 58
2 N 69 84

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089558.D

Aca On : 2 Aug 2016 20:40

Operator : UM/SJ

Sample : H4269-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknowné6.24 Concentration Rank 1

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

6.24 103.10 ng 1238690 1,4-Dichlorobenzene-d4 6.47
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 407 (6.239 min): BF089558.D (-405) (-) m/z 132.00 100.00%
5000 68
40 % J " 6.00 620 6.40 6.60
54 . . . .
Qe [ aeus W Wiz 68.10  43.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.51%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
" 6.00 620 6.40 6.60
5000 m/z 66.10 28.16%
33 44 o 105
60 '~ g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 18.01%
5000 98 116
SN | SRR 8 rﬂQ7ILLII A 158 .,.1??
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089558.D

Aca On : 2 Aug 2016 20:40

Operator : UM/SJ

Sample : H4269-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 Octane, 2,4,6-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.74 ng 36121 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 80
2 Tetradecane 198 C14H30 000629-59-4 78
3 Hexadecane 226 C16H34 000544-76-3 78
4 Pentadecane 212 C15H32 000629-62-9 72
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 59
Abundance Scan 773 (10.422 min): BF089558.D (-771) (-) m/z 57.10 100.00%

57
43 71
85
5000

|, 9 113 1020 10.40 10.60 10.80
-t m/z 71.10 69.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28445: Octane, 2,4,6-trimethyl-

57
43

5000
10.20 10.40 10.60 10.80

71 g5 m/z 43.10 67.04%

N ‘ I ‘J |99 113127 141 156

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

57
43
71 10.20 10.40 10.60 10.80

5000 g5 m/z 85.10 52_.59%

29
9 113 127 141 155 169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane

57 10.20 10.40 10.60 10.80
m/z 41.05 35.87%

5000 1

85

29
| L Lo | 99 118127141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089558.D

Aca On : 2 Aug 2016 20:40

Operator : UM/SJ

Sample : H4269-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.22 13.14 ng 172885 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
Abundance Scan 843 (11.222 min): BF089558.D (-841) (-) m/z 55.10 100.00%
56 33
69
41
97
5000
111
125 140 11.00 11.20 11.40 11.60
rrrrrehere m/z 83.10 84.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95985: 1-Hexadecanol
43 57
1 83
5000 A A e e
29 nmnmnmnm
105 m/z 43.10 82.47%
Il J‘ “ 140154168182196 224
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
4 69 11.00 11.20 11.40 11.60
5000 a3 m/z 69.10 79.60%
97
27 111
125 150 169183 200 224 282
Wwwwwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)- s e RN AU
55 11.00 11.20 11.40 11.60
m/z 41.10 72.21%
41 || g3
5000
) 111
J 11 125139154168182196 224 252 N
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 11.00 1120 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089558.D

Aca On : 2 Aug 2016 20:40

Operator : UM/SJ

Sample : H4269-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 9-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.03 14.60 ng 192100 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 Cetene 224 C16H32 000629-73-2 58
5 1-Hexadecanol 242 C16H340 036653-82-4 58
Abundance Scan 914 (12.034 min): BF089558.D (-912) (-) m/z 55.10 100.00%
55 83
5000
111
3 11.80 12.00 12.20 12.40

m/z 43.10 87.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104187: 9-Octadecene, (E)-

55

83

5000
11.80 12.00 12.20 12.40

m/z 83.10 86.51%

‘ 139 168 196 224 252
e

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

55

83 11.80 12.00 12.20 12.40
5000 m/z 69.10 85.04%

29

111
139 168 195 224 252

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

Abundance #163017: 11-Tricosene e
43 11.80 12.00 12.20 12.40
m/z 57.10 79.00%
5000 8
111
)| 140 168 196 224 243 266 204 322
SRS | MR AP A kSl L S MEENR S M
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089558.D

Aca On : 2 Aug 2016 20:40

Operator : UM/SJ

Sample : H4269-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 unknownl3.47 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.47 4_47 ng 49768 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 49
2 l1-Hexacosanol 382 C26H540 000506-52-5 49
3 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 47
4 Cvclopentane. 1.1.3.4-tetramethv... 126 C9H18 020309-77-7 43
5 Cyclotetradecane 196 C14H28 000295-17-0 43
Abundance Scan 1040 (13.474 min): BF089558.D (-1038) (-) m/z 57.10 100.00%
57 83
5000 11
\ | 13.20 13.40 13.60 13.80

S e —— m/z 55.10 94.31%

m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83
13.20 13.40 13.60 13.80
0
18 ”J m/z 83.10 92 .35%
‘M‘L‘ J M A 140 168 195 238 266 308 33
e T e B B Ee
m/z--> 150 200 250 300 350
Abundance
43
N
13.20 13.40 13.60 13.80
5000 83 m/z 69.10 80.52%
18 111
65 139 168 196 224 252 278 308 336 364
e e T e
m/z--> 50 100 150 200 250 300 350 ﬂ I\
Abundance #156543: Isobutyl tetradecy! carbonate e EEEEREE R D
57 13.20 13.40 13.60 13.80
m/z 97.10 79.96%
5000
83
29
I J ; “ “ JI L 139 168 196 i
i i B e B e
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13. 60 13. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080216\
Data File : BF089558.D

Acq On : 2 Aug 2016 20:40

Operator : UM/SJ

Sample - H4269-17

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.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... 4.56 36.1 ng 433538 1 6.47 240280 20.0
unknown6 .24 6.24 103.1 ng 1238690 1 6.47 240280 20.0
Octane, 2,4,6-tri... 10.42 2.7 ng 36121 4 10.97 263212 20.0
1-Hexadecanol 11.22 13.1 ng 172885 4 10.97 263212 20.0
9-Octadecene, (E)- 12.03 14.6 ng 192100 4 10.97 263212 20.0
unknownl13.47 13.47 4.5 ng 49768 5 13.59 222591 20.0
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