LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084654.D

Aca On : 30 Jan 2016 00:05

Operator =: SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 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-BF012916.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 4.190 182 184 190 rBvV 261039 332995 5.86% 0.633%
2 4.887 241 245 248 rBVY 2277442 4135127 72.74% 7.863%
3 5.321 281 283 286 rBY 4045280 4272747 T75.16% 8.124%
4 5.721 316 318 321 rVB 229149 230279 4 _.05% 0.438%
5 5.984 339 341 344 rVB 418748 358855 6.31% 0.682%
6 6.373 372 375 377 rBVY 4707357 5064053 89.08% 9.629%
7 6.487 383 385 388 rBVY 3583275 4798973 84.42% 9.125%
8 6.727 403 406 408 rBV 792575 1092070 19.21% 2.077%
9 6.876 417 419 422 rBV 3769855 3517540 61.88% 6.688%
10 7.287 452 455 457 rBV 2618632 2836557 49.90% 5.394%
11 7.756 494 496 500 rvB 65933 59685 1.05% 0.113%
12 7.916 508 510 516 rBV2 41783 78182 1.38% 0.149%

13 8.007 516 518 520 rvV 1765397 1589712 27.96% 3.023%
14 8.042 520 521 523 rVB 217010 153438 2.70% 0.292%
15 8.145 528 530 531 rBV 43045 57093 1.00% 0.109%

16 8.750 582 583 586 rBvV 51181 69200 1.22% 0.132%
17 9.093 610 613 615 rBVY 5119651 5684905 100.00% 10.810%
18 9.482 645 647 649 rBvV 570353 536336 9.43% 1.020%
19 9.699 664 666 669 rBvV 85619 105868 1.86% 0.201%
20 9.756 669 671 673 rBV 1710211 1652730 29.07% 3.143%

21 10.202 708 710 712 rVB 193523 151300 2.66% 0.288%
22 10.419 727 729 732 rBV 56721 84042 1.48% 0.160%
23 10.545 738 740 743 rBV 3200159 3176524 55.88% 6.040%
24 10.671 749 751 756 rVB 150126 196305 3.45% 0.373%
25 11.116 789 790 796 rVB 50443 89574 1.58% 0.170%

26 11.242 798 801 802 rvv 1708176 1779610 31.30% 3.384%
27 11.265 802 803 804 rvv 225922 156472 2.75% 0.298%

28 11.311 804 807 809 rvB2 55534 65270 1.15% 0.124%
29 11.848 852 854 859 rvB 65887 95002 1.67% 0.181%
30 12.374 898 900 904 rVvB 58764 67878 1.19% 0.129%

31 12.442 904 906 909 rBV 300981 273262 4.81% 0.520%
32 12.671 923 926 929 rBV 315741 329286 5.79% 0.626%
33 12.831 937 940 942 rVB 5435782 5560457 97.81% 10.573%
34 13.196 970 972 977 rBV3 91159 138835 2.44% 0.264%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084654.D

Aca On : 30 Jan 2016 00:05

Operator =: SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.768 1016 1022 1028 rBV5 52830 198249 3.49% 0.377%

36 13.871 1028 1031 1033 rBV 1701390 1819832 32.01% 3.460%

37 14.362 1071 1074 1075 rBV 51242 78523 1.38% 0.149%
38 14.648 1097 1099 1102 rVB 88122 87771 1.54% 0.167%
39 14.717 1103 1105 1107 rBV 82716 79923 1.41% 0.152%

40 14.865 1115 1118 1124 rBVY 71014 139984 2.46% 0.266%

41 14.957 1124 1126 1129 rBV2 101845 111855 1.97% 0.213%

42 15.197 1145 1147 1149 rVB 52753 61617 1.08% 0.117%

43 15.254 1149 1152 1154 rVvVv 963467 1126516 19.82% 2.142%

44 15.300 1154 1156 1159 rVB 69269 96923 1.70% 0.184%
Sum of corrected areas: 52591355
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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:\HPCHEMI\BNA F\DATA\BF012916\

BF084654.D

30 Jan 2016 00:05

SJ/1Z

H1273-02

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF084654.D

5.32

4.89

6.37

6.49 6.88

Obt——
Time-->

5.00

Abundance

5000000

4000000

3000000

2000000

8.01

1000000

TIC: BF084654.D

10.54

9.76 11.24

12.4412.67

12.37

13.20

Time-->

10.00 10.50 11.00

11.50

10.20 4 10.67
L 10.4I

11.I1§i 2§1 11.85
I

12.00

12.50

I
13.00 13.50

Abundance

5000000

4000000

3000000

2000000

13.87

1000000

7

TIC: BF084654.D

15.25

14.36 1qp5mnmﬁ9615 30

Time-->

05—
14.00

17.50

14.50

15.00 15.50 16.00 16.50 17.00

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084654.D

Aca On : 30 Jan 2016 00:05

Operator : SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.19 6.10 ng 332995 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 184 (4.190 min): BF084654.D (-182) (-) m/z 55.10 100.00%
58.1 3.1
5000 43.0
98.1
| | 69.1 ‘ 3.80 4.00 4.20 4.40 4.60
o] NSNS 1 EPUSESYT 1 L FISEMIL. .5 OSSN VSRS m/z 83.10 97.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L LSS S IR R
20,0 43.0 98.0 380 4.00 420 4.40 4.60
' m/z 43.05 39.20%
0 \‘\ \‘\\\ Il ‘ | 67.0 75.0 | L
LI FUELEL SN FURLELEL S JURLLS SURELL SIS SURLLIL SURLL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 380 4.00 4.20 4.40 4.60
5000 m/z 98.10 29.78%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one s R
83.0 3.80 4.00 4.20 4.40 4.60
55.0 m/z 39.10 26.09%
43.0
5000
29.0
98.0
‘ ‘ | [ 69.0
G S S S SRS I IS SIS UL UL W URRABE SRS SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084654.D

Aca On : 30 Jan 2016 00:05

Operator : SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2

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

4.89 75.73 ng 4135130 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 245 (4.887 min): BF084654.D (-241) (-) m/z 43.10 100.00%
31
59.1
5000
ot 460 4.80 500 520
o..,....,....,....','.-=..5,1-.1.:.,...6.9-,0....f‘?:c’..,...:,'....,. m/z 59.10 59.08%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SRR SRR U L
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 18.22%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.10 15.40%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110 A
Abundance #8116: 2-Hexanol, 2-methyl- e e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.44%
5000
410 101.0
o150 30 T 10 | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084654.D

Aca On : 30 Jan 2016 00:05

Operator : SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-methoxy-4-me... Concentration Rank 6

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

5.72 4.22 ng 230279 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 38
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 16
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10

Abundance Scan 318 (5.721 min): BF084654.D (-316) (-) m/z 43.05 100.00%
43.0 73.1
5000
55.1 83.0 1001 1151 5.40 5.60 5.80 6.00
ittt e m/z 73.10 82.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 IR AR RN LS R
540 5.60 5.80 6.00
m/z 41.10 10.27%
150 290 55.0 830  100.0 11?0
o
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
300 73.0
43.0 540 5.60 5.80 6.00
5000 m/z 115.10 9.28%
o 150 58.0 830 1000  117.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7962: 1,3-Dioxolane, 2-(1-methylethyl)- e —
73.0 540 5.60 5.80 6.00
m/z 42.10 6.15%
5000
43.0
. %0 | sso 1010 1150
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 540 5.60 5.80 6.00

8270-BF012916.M Mon Feb 01 18:21:51 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084654.D

Aca On : 30 Jan 2016 00:05

Operator : SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Bicyclo[3.1.1]hept-2-ene, 3... Concentration Rank 4

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

5.98 6.57 ng 358855 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C1l0H16 004889-83-2 94
2 _alpha.-Pinene 136 C10H16 000080-56-8 94
3 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
4 1R-.alpha.-Pinene 136 C10H16 007785-70-8 91
5 3,5-Methanocyclopentapyrazole, 3... 164 C10H16N2 087143-58-6 90

Abundance Scan 341 (5.984 min): BF084654.D (-339) (-) m/z 93.10 100.00%
93.1
5000
77.1
411 53.0 105.1 1211 L ER 600 650 6 A
|| / 65.0 |I | : | 1361 5.60 5.80 6.00 6.20 6.40
o Y O A MY SN ) S S ¥ S B m/z 91.10 45.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15289: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
5000 SRR SRS RN LS
5.60 5.80 6.00 6.20 6.40
410 77.0 m/z 92.10 37.50%
qo H\SM)%O . mg)lﬁol%o
O T \I\I\” ”\I\I SN [ RS 1 S Y el
mz> 10 20 30 40 50 80 70 80 80 100 110 130 130 140
Abundance
93.0
560 580 6.00 620 6.40
5000 m/z 77.10 30.66%
41.0 70
27.0 "~ 530 65.0 105.0 121.0 136.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15321: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- R e ]
93.0 5.60 5.80 6.00 6.20 6.40
m/z 79.10 25.72%
5000
41.0 79.0
121.0
27.0 136.0
530 67.0 H 105.0
"ﬁﬁqP”'P”'P”'P“'P”'P“'P“'P“'P”'P“'P”'P”'P” SRR SRR SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084654.D

Aca On : 30 Jan 2016 00:05

Operator : SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.49 Concentration Rank 1

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

6.49 87.89 ng 4798970 1,4-Dichlorobenzene-d4 6.73
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 385 (6.487 min): BF084654.D (-383) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 541 \| wo | 70 a0 60 650 680
Obrrprrrrrrrer el bt ol 85,0 L3070 WL m/z 68.10 47.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 IESE NSRS RS
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.31%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 30.62%
33.0 44.0 105.0

70.0
56.0 86.0

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e e n
132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.05%
5000
104.0
66.0
ol 140 270 390 510 70 890 || 1150
S NP R W 1V L SN S, £ EENE || N SNBSS A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084654.D

Aca On : 30 Jan 2016 00:05

Operator : SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.21 ng 196305 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 78
Abundance Scan 751 (10.671 min): BF084654.D (-749) (-) m/z 57.10 100.00%
57.1
e L/\r\/L_/\«
AU PN RN B
113.1 10.40 10.60 10.80 11.00
0 140.0 169.1 m/z 43.10 70.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45544: Tridecane
T L‘AAJ\J\RJ\
5000 LR B B L B
85.0 10 40 10 60 10. 80 11. oo
29.0 m/z 71.10 51.50%
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 33.80%
85.0
29.0

113.0141.0 169.0 197.0 226.0

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane B o e et
57.0 10.40 10.60 10.80 11.00
m/z 41.10 31.62%
5000 85.0
29.0 113.0
0 ‘ | o4 T 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
T T [ T I T e e e T
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. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084654.D

Aca On : 30 Jan 2016 00:05

Operator : SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2- Bromopropionic acid, pen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.18 ng 198249 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
2 1-Heptadecanol 256 C17H360 001454-85-9 87
3 Hexadecen-1-ol. trans-9- 240 C16H320 064437-47-4 86
4 1-Docosene 308 C22H44 001599-67-3 83
5 11-Tricosene 322 C23H46 052078-56-5 80
Abundance Scan 1022 (13.768 min): BF084654.D (-1016) (-) m/z 43.10 100.00%

83.1

5000
139.1 165.1 189.1208.0 13.40 13.60 13.80 14.00
o : m/z 57.10 96.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #145525: 2- Bromopropionic acid, pentadecy! ester
57.0
5000 LA L L L L L LB L L B
13.40 13.60 13.80 14.00
29.0 111.0 m/z 55.05 88.08%
o M H Mu\lﬁmﬁolwomm 255.0
|“'w'“ SRR e
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
55.0 83.0
R e o N R A
13.40 13.60 13.80 14.00
5000 m/z 83.10 85.60%
111.0
29.0
0 139.0  168.0 210.0 238.0
R B o o o o B AR o e A REE S ARAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82594: Hexadecen-1-ol, trans-9- T
4110 13. 40 13. 60 13 80 14. 00

m/z 97.05 81.19%

69.0
5000 97.0
LA e
cdb ), 1540 196.0 224.0

Ot e R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
Data File : BF084654.D

Acq On : 30 Jan 2016 00:05

Operator : SJ/1Z

Sample : H1273-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4. .. 4.19 6.1 ng 332995 1 6.73 1092070 20.0
2-Pentanone, 4-hy... 4.89 75.7 ng 4135130 1 6.73 1092070 20.0
2-Pentanone, 4-me... 5.72 4.2 ng 230279 1 6.73 1092070 20.0
Bicyclo[3.1.1]hep... 5.98 6.6 ng 358855 1 6.73 1092070 20.0
unknown6 .49 6.49 87.9 ng 4798970 1 6.73 1092070 20.0
Tridecane 10.67 2.2 ng 196305 4 11.24 1779610 20.0
2- Bromopropionic... 13.77 2.2 ng 198249 5 13.87 1819830 20.0
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