LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101716\

Data File : BF090606.D

Aca On - 17 Oct 2016 14:38 Instrument :
Operator : UM/SJ BNA_F

Sample  : H5263-01 UGl
Misc i FK-BPM-02-001-A
ALS Vial : 5 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-BF101316.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 5.091 239 241 253 rBV 773438 1273114 24.02% 2.827%
2 5.514 275 278 299 rBV 4056231 4418272 83.35% 9.811%
3 6.543 365 368 370 rBY 3830731 4552343 85.87% 10.108%
4 6.680 377 380 382 rBY 3170506 4614239 87.04% 10.246%
5 6.909 398 400 411 rBV 833765 1038326 19.59% 2.306%

7.057 411 413 416 rBV 2613197 3341079 63.03% 7.419%
7.469 447 449 465 rBV 2494509 3002045 56.63% 6.666%
8.189 510 512 515 rBV 1280902 1400657 26.42% 3.110%
5008401 5270975 99.43% 11.704%
9.663 639 641 643 rBvV 510834 447386 8.44% 0.993%
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11 9.880 658 660 664 rBvV 64162 61840 1.17% 0.137%
12 9.949 664 666 668 rBY 1991533 1722364 32.49% 3.824%
13 10.383 700 704 706 rBv2 138901 145183 2.74% 0.322%
14 10.600 720 723 726 rBV 45800 71649 1.35% 0.159%
15 10.738 732 735 738 rBV 2792445 2987710 56.36% 6.634%

16 10.852 744 745 750 rVB 132280 178413 3.37% 0.396%
17 10.932 750 752 755 rvB2 33068 58393 1.10% 0.130%
18 11.309 782 785 786 rBV 50677 74315 1.40% 0.165%
19 11.435 794 796 809 rBV 1542749 1689067 31.86% 3.751%
20 12.841 917 919 922 rBV 100719 126489 2.39% 0.281%

21 13.024 932 935 938 rBV 4649673 5301145 100.00% 11.771%
22 13.549 979 981 983 rBV 96897 94105 1.78% 0.209%
23 13.915 1011 1013 1023 rBV 150303 248858 4.69% 0.553%
24 14.075 1025 1027 1040 rVB 1345567 1626044 30.67% 3.611%
25 15.538 1152 1155 1172 rBV 786719 1291715 24.37% 2.868%

Sum of corrected areas: 45035726
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090606.D

Aca On 17 Oct 2016 14:38

Operator : UM/SJ

ﬁ?ggle i H5263-01 FK-BPM-02-001-A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance -
5000000 TIC: BF090606.D

5.51

4000000 654

6.68

3000000

706 747

2000000

1000000 5.09 6.91

L i e "H i B T T

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00

Abundance -
5000000 olo7 TIC: BF090606.D

4000000

3000000 10.74

2000000 9.95

11.43
8.19

1000000
9.66 Lk
o nl
L_ A 9. 0.3810.60 (%803 113 12.84 13.55

L e L LI

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance -
5000000 TIC: BF090606.D

4000000

3000000

2000000
14.08
1000000 15.54

13.92

0 . S

L
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\BF101716\

Data File : BF090606.D

Aca On 17 Oct 2016 14:38

Operator : UM/SJ

ﬁ?ggle i H5263-01 FK-BPM-02-001-A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 24 .52 ng 1273110 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 241 (5.091 min): BF090606.D (-239) (-) m/z 43.10 100.00%

43
59
5000

101 D R R
480 500 520 540
O Sy 5360 88 | T ee 10 57.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

480 5.00 5.20 5.40

m/z 101.10 16.38%

15 101
T 5.3 g 53 83
(0 B B e IR L B o B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59

4.80 5.00 5.20 5.40

5000 m/z 58.05 15.89%
41
53 73 86
o) MRS M = 11 N C ASMBE. - SN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- B RREEREES S . r
59 480 500 520 540

m/z 41.10 8.88%

5000 41
31

69 87

15 ‘J‘ I 53| 98

m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090606.D

Aca On 17 Oct 2016 14:38

Operator : UM/SJ

ﬁ?ggle i H5263-01 FK-BPM-02-001-A
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 unknown6.68 Concentration Rank 1

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

6.68 88.88 ng 4614240 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 380 (6.680 min): BF090606.D (-377) (-) m/z 132.00 100.00%
5000 68
0 54 7 g7 ¥ 105118 6.40 6.60 6.80 7.00
0 B E e m/z 68.10 36.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34.57%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 21.90%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 13.66%
5000 98 116
o b L 89 o7 || ) ass 89 S LN |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090606.D

Aca On 17 Oct 2016 14:38

Operator : UM/SJ

ﬁ?ggle i H5263-01 FK-BPM-02-001-A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.85 2.11 ng 178413 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 78
4 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 72
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
Abundance Scan 745 (10.852 min): BF090606.D (-744) (-) m/z 57.10 100.00%
57
5000 85

10.60 10.80 11.00 11.20

113
o.vnquj,ﬂnﬁuﬁnn e e eoaey || M7z 43.10  67.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane
57
5000 LA L L LB L L B B

85 10.60 10.80 11.00 11.20
4 m/z 71.10 63.72%

2# ‘ [ 113 141 169 197 226

O NN —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R BN Mt S S
85 10.60 10.80 11.00 11.20
5000 41 m/z 85.10 37.62%
o 13 141 169 197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester e o
57 10.60 10.80 11.00 11.20
m/z 41.10 28.38%
85
5000
4
113
O.PWWHJPLWL”.J.””.”.””.”.””.”.””.”.””.”q”” o B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090606.D

Aca On 17 Oct 2016 14:38

Operator : UM/SJ

ﬁ?ggle i H5263-01 FK-BPM-02-001-A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.06 ng 248858 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91

Abundance Scan 1013 (13.915 min): BF090606.D (-1011) (-) m/z 57.10 100.00%

g7
83

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 85.89%

o 139 163 208 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
57

:

13!60 13.I80 14.I00 14.I20
m/z 55.10 83.13%

5000

139 167 196 224 252 280

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
S
13.60 13.80 14.00 14.20
5000 11 m/z 83.05 79.62%
29 139

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 #166292: Behenic alcohol I e

55 83 13.60 13.80 14.00 14.20

m/z 69.10 76.42%
5000
29
o il 167 196 224 252 280 308
AsaanseaassEieae L S ST

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101716\

Data File : BF090606.D

Acq On : 17 Oct 2016 14:38

Operator : UM/SJ

ﬁ?ggle i H5263-01 FK-BPM-02-001-A
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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]
2-Pentanone, 4-hy... 5.09 24.5 ng 1273110 1 6.91 1038330 20.0
unknown6 .68 6.68 88.9 ng 4614240 1 6.91 1038330 20.0
Hexadecane 10.85 2.1 ng 178413 4 11.43 1689070 20.0
3-Eicosene, (E)- 13.92 3.1 ng 248858 5 14.08 1626040 20.0
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