LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\

Data File : BF096317.D

Aca On : 30 Jun 2017 3:00 Instrument :
Operator : SJ/MA BNA_F _
Sample : 13883-02 10X ClientSampleld :
Misc i G45-1.5-3

ALS Vial : 23 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-BF062717 .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 3.781 283 288 292 rVB4 8562 13983 1.30% 0.150%
2 4.951 484 487 495 rVB 69139 71885 6.67% 0.771%
3 5.375 555 559 563 rVB 403848 348265 32.31% 3.734%
4 6.393 728 732 741 rVB 420216 348692 32.35% 3.738%
5 6.534 753 756 763 rVB 417055 335278 31.10% 3.595%
6 6.769 793 796 800 rBV 979694 862410 80.00% 9.246%
7 6.928 820 823 826 rVB 303004 243561 22.59% 2.611%
8 7.051 841 844 848 rVB4 12984 16600 1.54% 0.178%
9 7.322 883 890 895 rBV 223476 192962 17.90% 2.069%
10 7.381 898 900 903 rVB3 15595 14519 1.35% 0.156%
11 7.416 903 906 912 rBV3 15925 19708 1.83% 0.211%
12 7.704 953 955 958 rVB5 12967 14109 1.31% 0.151%
13 7.739 958 961 965 rBV3 12661 18087 1.68% 0.194%
14 8.051 1010 1014 1018 rBV 1231957 1078010 100.00% 11.557%
15 8.128 1025 1027 1029 rVB 24201 17640 1.64% 0.189%
16 8.269 1048 1051 1054 rVB3 23107 17178 1.59% 0.184%
17 8.351 1061 1065 1068 rVB6 18656 24169 2.24% 0.259%
18 8.410 1073 1075 1077 rBvV2 13610 14065 1.30% 0.151%
19 8.492 1084 1089 1090 rBvV2 37116 39596 3.67% 0.425%
20 8.563 1098 1101 1104 rVvB4 15284 15832 1.47% 0.170%
21 8.604 1104 1108 1113 rBV5 29045 42449 3.94% 0.455%
22 8.657 1113 1117 1121 rBV3 22751 33231 3.08% 0.356%
23 8.763 1131 1135 1137 rVB3 24682 36877 3.42% 0.395%
24 8.804 1139 1142 1145 rBVS5 12849 14778 1.37% 0.158%
25 8.863 1150 1152 1156 rVB3 15025 15125 1.40% 0.162%
26 8.945 1162 1166 1169 rBv4 19985 27452 2.55% 0.294%
27 9.057 1182 1185 1187 rVB4 17639 16485 1.53% 0.177%
28 9.086 1187 1190 1193 rVB 52430 47502 4_.41% 0.509%
29 9.128 1193 1197 1200 rBV 391234 301779 27 .99% 3.235%
30 9.222 1209 1213 1217 rBv4 50710 70349 6.53% 0.754%
31 9.522 1261 1264 1266 rBvV2 88900 79064 7.33% 0.848%
32 9.545 1266 1268 1270 rVB 84310 62688 5.82% 0.672%
33 9.581 1270 1274 1278 rVB7 16677 22267 2.07% 0.239%
34 9.663 1287 1288 1290 rBV 17656 14495 1.34% 0.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\

Data File : BF096317.D

Aca On : 30 Jun 2017 3:00 Instrument :
Operator : SJ/MA BNA_F _
Sample : 13883-02 10X ClientSampleld :
Misc i G45-1.5-3

ALS Vial : 23 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-BF062717 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.692 1290 1293 1296 rVv4 28015 36129 3.35% 0.387%
36 9.728 1296 1299 1301 rVB 60144 50079 4._.65% 0.537%
37 9.751 1301 1303 1307 rBV3 17551 19683 1.83% 0.211%
38 9.804 1307 1312 1316 rBV2 1002359 930431 86.31% 9.975%
39 10.010 1345 1347 1350 rBVZ2 28229 25426 2.36% 0.273%
40 10.075 1355 1358 1362 rBV3 52371 52991 4.92% 0.568%
41 10.222 1381 1383 1386 rBV4 22604 21936 2.03% 0.235%
42 10.351 1403 1405 1406 rBV2 19780 16056 1.49% 0.172%
43 10.369 1406 1408 1412 rVB4 29356 29515 2.74% 0.316%

44 10.469 1422 1425 1429 rVB 157876 149704 13.89% 1.605%
45 10.586 1442 1445 1449 rVB 186851 155337 14.41% 1.665%

46 10.657 1455 1457 1459 rVB2 25194 17449 1.62% 0.187%
47 10.739 1465 1471 1477 rVB 306114 350630 32.53% 3.759%
48 10.792 1478 1480 1483 rBV4 21769 21830 2.03% 0.234%

49 11.198 1546 1549 1553 rVB 191811 202824 18.81% 2.174%
50 11.286 1560 1564 1567 rBV 911494 785346 72.85% 8.420%

51 11.310 1567 1568 1571 rVV2 57632 35069 3.25% 0.376%
52 11.357 1574 1576 1580 rVB 40470 35616 3.30% 0.382%
53 11.551 1606 1609 1612 rVB 47694 49231 4._.57% 0.528%
54 11.816 1652 1654 1657 rVB3 45440 37420 3.47% 0.401%
55 11.892 1665 1667 1670 rBv4 31352 38581 3.58% 0.414%
56 12.280 1731 1733 1737 rVB4 43310 45645 4.23% 0.489%
57 12.333 1740 1742 1746 rVV4 38128 45877 4._.26% 0.492%

58 12.492 1767 1769 1773 rBV 109650 101563 9.42% 1.089%
59 12.722 1806 1808 1813 rVB 117423 102940 9.55% 1.104%
60 12.869 1830 1833 1837 rBV 299910 291494 27 .04% 3.125%
61 13.916 2008 2011 2014 rBV 751436 750532 69.62% 8.047%
62 15.351 2252 2255 2258 rVB 387945 436991 40.54% 4.685%

Sum of corrected areas: 9327415
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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\BF062917\
BF096317.D
30 Jun 2017
SJ/MA
13883-02 10X

3:00
23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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\BF062917\
Data File : BF096317.D

Aca On : 30 Jun 2017 3:00

Operator : SJ/MA

Sample = 13883-02 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.53 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.53 7.78 ng 335278 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 755 (6.528 min): BF096317.D (-753) (-) m/z 132.00 100.00%
132.0
5000 68.1
2.1 9%.0 020 640 660 650
0 B E e m/z 68.10 44 _45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 S SSERUSERE SR SRR

6.20 6.40 6.60 6.80
m/z 66.00 30.51%

31.0 510
0 ‘ b1 H Moy . !
e T e e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
SRS | S & N W -
6.20 6.40 6.60 6.80
5000 67.0 m/z 134.00 29.21%
41.0 97.0
117.0
54,0 81.0
o RN PR 1O R T |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.48%
74.0
116.0
5000 98.0
SIS V| OO Y Y ST O UV O
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\BF062917\
Data File : BF096317.D

Aca On : 30 Jun 2017 3:00

Operator : SJ/MA

Sample = 13883-02 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 3 Z-2-Tridecen-1-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.47 3.22 ng 149704 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-2-Tridecen-1-ol 198 C13H260 1000130-75-8 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Heptadecane 240 C17H36 000629-78-7 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70

Abundance Scan 1425 (10.469 min): BF096317.D (-1422) (-) m/z 57.05 100.00%

57.0

23

5000
113.1 10.20 10.40 10.60 10.80
39 141.1  169.1 191.2
0 m/z 71.05 46 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59791: Z-2-Tridecen-1-ol
57.0
5000 820 TTT T LR B TT T T
183.0 10 20 10. 40 10 60 10 80
9. 1660 T m/z 43.05 44.71%
| H I
ol et ll ol M W L
m/z--> 20 40 6 100 120 140 160 180 200 220 240
Abundance
57.0
I e e N mE R m
10.20 10.40 10.60 10.80
5000 m/z 85.05 22.50%
29.0 85.0
0 113.0 141.0 184.0
R o o o L LA o o o B o o e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane R B o o R
57.0 10.20 10.40 10.60 10.80

m/z 41.00 22 .46%

5000

[o0]
a1
o

29.0
‘\ L P 1410 1690 1960 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 20 10. 40 10 60 10 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096317.D

Aca On : 30 Jun 2017 3:00

Operator : SJ/MA

Sample = 13883-02 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Undecane, 6-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.74 8.93 ng 350630 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 6-ethvl- 184 C13H28 017312-60-6 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 90
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 76
4 5.5-Dibutvlnonane 240 C17H36 006008-17-9 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1471 (10.739 min): BF096317.D (-1465) (-) m/z 57.05 100.00%
571.0
5000
410 85.1 e

10.40 10.60 10.80 11.00

141.2 161.2 183.2 301.1

0! A i B e e EL LA e m/z 71.05 62.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48842: Undecane, 6-ethyl-
57.0
5000 LA L L L L L LB L |
41,0 10.40 10.60 10.80 11.00
85.0 1120 15 m/z 43.05 51.53%
o.,z?*.b..,...‘l‘,..“:.,“:‘...‘,....,1.27.-9.,...“.,....1??-.0..,....
m/z--> 60 80 100 120 140 160 180 200
Abundance
57.0
R e e
10.40 10.60 10.80 11.00
5000 m/z 85.10 25.73%
41.0 85.0
ol 260 130 14101560 1830
e o o o N I o e e e o e e e A B AL e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl- T
57.0 10.40 10.60 10.80 11.00
m/z 41.05 21.51%
5000
4110 113.0
'|'”'|""w"'|"”|""|”"|"'w""|'”'|"" R e e
m/z--> 60 80 100 120 140 160 180 200 10 40 10. 60 10 80 11.00

8270-BF062717 .M Tue Jul 11 14:02:44 2017

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096317.D

Aca On : 30 Jun 2017 3:00

Operator : SJ/MA

Sample = 13883-02 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.20 5.17 ng 202824 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 86
3 Decane. 5-ethvl-5-methvl- 184 C13H28 017312-74-2 78
4 Octacosane 394 C28H58 000630-02-4 72
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
Abundance Scan 1549 (11.198 min): BF096317.D (-1546) (-) m/z 57.05 100.00%
57.0
5000
85.1 m
LRI AL SURRURE ML B
127.1 10.80 11.00 11.20 11.40 11.60
o....l,.!.-.-l, lo sz 1902 | m/z 71.05 67.80%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 U DU SURIURA BN
10.80 11.00 11.20 11.40 11.60
m/z 43.10 51.04%
o 270\ h MQ%OJ 141.0169.0 211.0 253.0 295.0 337.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.80 11.00 11.20 11.40 11.60
5000 m/z 85.10 32.58%
113.0
ol 270 155.0183.0 95 0253.0282.0
m/z--> 50 100 150 200 250 300 350
Abundance #48911: Decane, 5-ethyl-5-methyl- L T
57.0 10.80 11.00 11.20 11.40 11.60
m/z 41.10 21.88%
5000
113.0
} 155.0
m/z--> 50 100 150 200 250 300 350 10,80 11.00 11.20 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
Data File : BF096317.D

Acq On : 30 Jun 2017 3:00

Operator : SJ/MA

Sample = 13883-02 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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]
unknown6 .53 6.53 7.8 ng 335278 1 6.77 862410 20.0
Z-2-Tridecen-1-ol 10.47 3.2 ng 149704 3 9.80 930431 20.0
Undecane, 6-ethyl- 10.74 8.9 ng 350630 4 11.29 785346 20.0
Heptacosane 11.20 5.2 ng 202824 4 11.29 785346 20.0
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