LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\

Data File : BF090960.D

Aca On 1 Nov 2016 19:32 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle i H5489-18 SBJ&OB&%
ALS Vial : 14 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-BF102616.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 4.898 243 246 258 rBV 703728 1055787 20.34% 2.429%
2 5.333 281 284 287 rBVY 3898038 4109836 79.18% 9.454%
3 6.384 373 376 378 rBVY 3876200 4570586 88.06% 10.514%
4 6.510 384 387 389 rBVY 3346432 4644021 89.47% 10.683%
5 6.739 405 407 409 rBV 890121 957790 18.45% 2.203%

6.887 418 420 423 rBV 2706936 3124557 60.20% 7.188%
7.299 454 456 459 rBV 2025696 2710107 52.21% 6.234%
7.413 464 466 474 rVB 31157 74247 1.43% 0.171%
8.019 517 519 522 rBV 1376158 1373909 26.47% 3.161%
9.105 611 614 616 rBV 5152274 5190374 100.00% 11.940%

=
QO ~NO®

11 9.493 646 648 651 rBvV 897200 1066774 20.55% 2.454%
12 9.722 661 668 670 rBv2 36538 83125 1.60% 0.191%
13 9.779 670 673 675 rBV 1205423 1623721 31.28% 3.735%
14 10.213 707 711 713 rBv2 118032 141084 2.72% 0.325%
15 10.430 727 730 734 rBV 40456 80702 1.55% 0.186%

16 10.568 739 742 744 rBV 2926486 3408374 65.67% 7.841%
17 10.693 751 753 757 rVB 98573 170635 3.29% 0.393%

18 11.139 790 792 793 rBV 68409 77881 1.50% 0.179%
19 11.253 800 802 805 rBV 1846435 1602288 30.87% 3.686%
20 11.322 805 808 812 rvB2 25537 58759 1.13% 0.135%

21 11.493 820 823 827 rBV 222473 253496 4._.88% 0.583%
22 12.842 938 941 944 rBV 4556601 4599046 88.61% 10.580%
23 13.745 1017 1020 1030 rBV 331623 471481 9.08% 1.085%
24 13.882 1030 1032 1035 rBV 932659 1204140 23.20% 2.770%
25 15.288 1152 1155 1157 rBV 551200 817461 15.75% 1.881%

Sum of corrected areas: 43470181
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110116\

BF090960.D

1 Nov 2016 19:32

UmM/sJ

H5489-18

14 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF102616.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF090960.D

5.33

4.90

6.38
6.51

6.89

7.30

7.41

0
Time-->

|
5.00

5.50

I
6.00

I
6.50

I
7.00

7.50

Abundance
5000000

4000000

3000000

2000000

8.02

1000000

0

TIC: BF090960.D

10.57
11.25
9.49

12.84

11.49 13,

.32

T
Time--> 8.00

8.50

9.78
- [L Q.EL 19.\2110.44 1069 111
|

9.50 10.00 10.50 11.00

I
9.00

11.50 12.00 12.50 13.00 13.50

Abundance
5000000

4000000

3000000

2000000

1000000{ 13-88

0

TIC: BF090960.D

15.29

14.

Time-->

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\BF110116\
Data File : BF090960.D

Aca On : 1 Nov 2016 19:32

Operator : UM/SJ

Sample : H5489-18

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 22.05 ng 1055790 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 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 246 (4.898 min): BF090960.D (-243) (-) m/z 43.10 100.00%

43
59
5000

101 L L I e
460 4.80 5.00 5.20
83
o..,....,....,..??-,'....,??.'.,...‘?9,....,....,....~,|....,. m/z 59.10 58.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 TT T[T T T T[T I rrrrrrro)
460 4.80 5.00 5.20
59 m/z 101.10 18.17%
101
0 2\7\\ 37\ il 53 H 67 " 83 91 ! ‘
T T T e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R REERE R ]
460 4.80 5.00 5.20
5000 m/z 58.10 16.43%
41
53 73 86
o o T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T ....,

59 460 480 5.00 5.20
m/z 41.10 8.70%

5000 41
31
| LT
ol 15 I W slll | 98
..,....,....,....,....,... T

m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090960.D

Aca On : 1 Nov 2016 19:32

Operator : UM/SJ

Sample : H5489-18

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.51 Concentration Rank 1

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

6.51 96.97 ng 4644020 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 Amphetaminil 250 C17H18N2 017590-01-1 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 387 (6.510 min): BF090960.D (-384) (-) m/z 132.00 100.00%
32
5000 68
96 A RSN R LRSS LA
40 54 85 | 107 6.20 6.40 6.60 6.80
0 B m/z 68.10 36.97%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A AR R LRSS LA
6.20 6.40 6.60 6.80
31 51 m/z 134.00 34 _.47%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 640 6.60 6.80
5000 m/z 66.05 22 .86%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48639: Tranylcypromine-propionyl Em e R ma
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 14.63%
5000 98 116
ol II.IhH‘JIINMI M..,Nh..h,..“‘.,...l??.... I}??III N SN | SN
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80

8270-BF102616.-M Wed Nov 02 17:02:18 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090960.D

Aca On : 1 Nov 2016 19:32

Operator : UM/SJ

Sample : H5489-18

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.69 2.13 ng 170635 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 Cl16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 753 (10.693 min): BF090960.D (-751) (-) m/z 57.10 100.00%
g7
5000 85
\ 13 g 10,40 10.60 10,80 11.00
oy m/z 71.10 73.64%
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57
85
5000 LN BN BN SULLILE SUMRA
10,40 10.60 10.80 11.00
m/z 43.10 61.92%
m/z--> 55 100 1éo 200 250 300 350
Abundance
57
10,40 10.60 10,80 11.00
5000 g5 m/z 85.10 43.06%
29
0 113 141 169 212
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane e Al AR,
57 10.40 10.60 10.80 11.00
m/z 41.10 27.04%
5000
85
0 %9 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090960.D

Aca On : 1 Nov 2016 19:32

Operator : UM/SJ

Sample : H5489-18

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.49 3.16 ng 253496 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 96
2 2-Tetradecene. (E)- 196 C14H28 035953-53-8 96
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 1-Tetradecene 196 C14H28 001120-36-1 91
5 Cyclododecane 168 C12H24 000294-62-2 91

Abundance Scan 823 (11.493 min): BF090960.D (-820) (-) m/z 55.10 100.00%

43 55

5000

%

11.20 11.40 11.60 11.80

(o m/z 83.10 92.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53622: Cyclotetradecane
55
41 69 83
29 11.20 11.40 11.60 11.80
111 m/z 69.10 92.46%
T
Ot T T ,a...,....,....,....,....,...
m/z--> 20 40 60 0 100 120 140 160 180 200 220
Abundance
55
41 IIIIIIIIIIIIIIIIIIIIIII
11.20 11.40 11.60 11.80
5000 29 69 m/z 43.10 86.15%
83 97
111
ol 15 125 140 153 168181 10
T T T T T T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol i B .
43 55 11.20 11.40 11.60 11.80
69 83 m/z 57.10 81.43%
97
5000
29 111
0 H‘L\Mﬂhhwmmmm 224
REEEE RS R I o o o AL R R s s SR T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090960.D

Aca On : 1 Nov 2016 19:32

Operator : UM/SJ

Sample : H5489-18

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.75 7.83 ng 471481 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 1-Heptadecanol 256 C17H360 001454-85-9 90
Abundance Scan 1020 (13.745 min): BF090960.D (-1017) (-) m/z 57.10 100.00%
23% 8
5000
s 13.40 13.60 13.80 14.00
139 . . . :
Olrrr el 124168152 208 m/z 55.10 92.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57
83
97
5000 AU JUNERE
29 1340 13.60 13.80 14.00
125 m/z 83.10 90.48%
o J | 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 NN R BN I
97 13.40 13.60 13.80 14.00
5000 m/z 69.10 86 .58%
- 111
125
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene T T
13.40 13.60 13.80 14.00
m/z 43.10 82 .96%
5000
125
0 139154168182196210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13140 13.60 13.80 14.00 |

8270-BF102616.M Wed Nov 02 17:02:20 2016 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110116\
Data File : BF090960.D

Acq On : 1 Nov 2016 19:32

Operator : UM/SJ

Sample - H5489-18

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
Quant Title : 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]
2-Pentanone, 4-hy... 4._.90 22.1 ng 1055790 1 6.74 957790 20.0
unknown6.51 6.51 97.0 ng 4644020 1 6.74 957790 20.0
Heptadecane 10.69 2.1 ng 170635 4 11.25 1602290 20.0
Cyclotetradecane 11.49 3.2 ng 253496 4 11.25 1602290 20.0
3-Eicosene, (E)- 13.75 7.8 ng 471481 5 13.89 1204140 20.0
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