LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087526.D

Aca On : 29 May 2016 23:23

Operator : UM/SJ

Sample : H3222-11

Misc :

ALS Vial : 48 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-BF052316.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 4.799 277 281 296 rBV2 11072 71470 1.89% 0.294%
2 5.382 330 332 353 rBVY5 391780 1307225 34.63% 5.380%
3 7.039 476 477 482 rBV 280934 621787 16.47% 2.559%
4 7.119 482 484 501 rVB 1466165 2955215 78.28% 12.162%
5 7.473 513 515 527 rBV 442684 785584 20.81% 3.233%

7.702 532 535 551 rVB 1694508 2444581 64.75% 10.061%
8.388 592 595 620 rBV 1440158 2249996 59.60% 9.260%
9.508 691 693 714 rBV 493673 945914 25.06% 3.893%
11.279 845 848 871 rBV 2825132 3775290 100.00% 15.537%
12.011 910 912 921 rBV 24348 57465 1.52% 0.236%

=
QO ~NO®

11 12.331 937 940 954 rBV 663758 1026454 27.19% 4.224%
12 13.622 1051 1053 1075 rBV 1242684 2136365 56.59% 8.792%
13 14.742 1149 1151 1168 rBV 485546 949131 25.14% 3.906%
14 15.268 1193 1197 1202 rBV2 26015 101594 2.69% 0.418%
15 16.457 1297 1301 1303 rBV 40762 108067 2.86% 0.445%

16 16.491 1303 1304 1310 rVB 43291 69982 1.85% 0.288%
17 16.846 1331 1335 1340 rBV3 16190 47490 1.26% 0.195%
18 16.994 1346 1348 1350 rBV 45332 50255 1.33% 0.207%

19 17.086 1354 1356 1370 rBV 2600391 3058842 81.02% 12.588%
20 17.474 1387 1390 1392 rBV 71150 105823 2.80% 0.436%

21 17.726 1410 1412 1417 rBV3 18818 40067 1.06% 0.165%
22 17.908 1426 1428 1431 rBV 70749 87012 2.30% 0.358%

23 18.457 1474 1476 1494 rVB 313513 745876 19.76% 3.070%
24 20.149 1622 1624 1640 rBV 172689 557227 14.76% 2.293%

Sum of corrected areas: 24298712
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087526.D

Aca On : 29 May 2016 23:23

Operator : UM/SJ

Sample : H3222-11

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087526.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087526.D

Aca On : 29 May 2016 23:23

Operator : UM/SJ

Sample : H3222-11

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown7.12 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.12 75.24 ng 2955220 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22
Abundance Scan 484 (7.119 min): BF087526.D (-482) (-) m/z 132.00 100.00%

132
68
5000

40 96 R B
54 77 87 | 105 6.80 7.00 7.20 7.40
o’ T e B LA m/z 68.05 52.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 MBS M

6.80 7.00 7.20 7.40
m/z 66.05  37.27%

70
31 60
0 ‘ 4\4\ I A 8§ \106116 I
LI B S e L B L L L S O A
m/z--> 40 60 80 100 120 140 160 180
Abundance
ot —v—v—rv—v—v—v—rﬁ'J
69

104 6.80 7.00 7.20 7.40

5000 m/z 134.00 31.96%
31 5l 8
ot el e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40

24 m/z 69.10 22 .83%

116
5000 98 \\_
o - IHM“ 8 rﬂQ7l‘ﬁl L 158 189 P\J

m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40

8270-BF052316.M Tue May 31 19:22:09 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087526.D

Aca On : 29 May 2016 23:23

Operator : UM/SJ

Sample : H3222-11

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknownl5.27 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.27 2.14 ng 101594 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Fluorononane 146 COH19F 000463-18-3 43
2 1-Dodecene 168 C12H24 000112-41-4 38
3 Cvclopropane. 1.1.2.3-tetramethvl- 98 C7H14 074752-93-5 38
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 37
5 5-Methyl-1-heptanol 130 C8H180 007212-53-5 32
Abundance Scan 1197 (15.268 min): BF087526.D (-1193) (-) m/z 55.05 100.00%
69 83
5000 97
111 Y/ et
| | | 15.00 15.20 15.40 15.60
ol L e — m/z 43.05 92.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22247: 1-Fluorononane
43
55
5000 LI UL SR BRI B
29 70 g 97 15.00 15.20 15.40 15.60
m/z 41.10 80.34%
oL 15 L‘ \“\ ol “‘w ”“ \ 117126 146
miz--> 20 40 60 8 100 120 140 160
Abundance
41
29 » 15.00 15.20 15.40 15.60
5000 69 m/z 57.10 76.86%
83
97
o 111 126 140 168
miz--> 20 40 60 8 100 120 140 160
Abundance #3413: Cyclopropane, 1,1,2,3-tetramethyl-
43 15.00 15.20 15.40 15.60
m/z 69.10 61.21%
83
5000
71 98
0... ....|....|....|....|....|....|....|....
m/z--> 60 80 100 120 140 160 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087526.D

Aca On : 29 May 2016 23:23

Operator : UM/SJ

Sample : H3222-11

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.28 ng 108067 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
2 Cvclotetradecane 196 C14H28 000295-17-0 64
3 n-Tetracosanol-1 354 C24H500 000506-51-4 62
4 1-Hexacosanol 382 C26H540 000506-52-5 58
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 55
Abundance Scan 1301 (16.457 min): BF087526.D (-1297) (-) m/z 43.10 100.00%
83
5000
i A SRR BN BN B
16.20 16.40 16.60 16.80
o m/z 55.05 97 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 A SN BN SRR B
16.20 16.40 16.60 16.80
29 111 m/z 57.10 86.54%
0 J Il 139 168 195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
83 16,20 16.40 16.60 16.80
5000, m/z 41.00 82.15%
111
o 139 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1 R BEERE BT L
43 16.20 16.40 16.60 16.80
m/z 83.10 72.16%
5000 83
18
0 |4l s 140 168 196 238 266 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087526.D

Aca On : 29 May 2016 23:23

Operator : UM/SJ

Sample : H3222-11

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17 .47 2.84 ng 105823 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
Abundance Scan 1390 (17.474 min): BF087526.D (-1387) (-) m/z 57.10 100.00%
57
5000 85
\ ] s e e "% 1740 1760 1780
ol b e e m/z 43.10 71.56%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LA SRR U B I
17.20 17.40 17.60 17.80
m/z 71.10 55.97%
29 ‘ 113 14
oL L L L 17T M 169 197 225 253 295 3p3 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
1720 17.40 17.60 17.80
5000 g5 m/z 85.10 40.63%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #202662: Heptacosane BB A Ea B S
57 17.20 17.40 17.60 17.80
m/z 41.10 32.19%
5000
85
0 ?9 | | | ;118 141 169 197 225 253 281 323 351 380
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 35'30 ' 17.'20 17.'40 17.I60 17.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087526.D

Aca On : 29 May 2016 23:23

Operator : UM/SJ

Sample : H3222-11

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 6 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.91 2.33 ng 87012 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1428 (17.908 min): BF087526.D (-1426) (-) m/z 57.05 100.00%
57
5000
85
113141 207 17.60 17.80 18.00 18.20
oL 1 O m/z 43.10 80.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57
5000 L UL BRI SRR SRS
85 1760 17.80 18.00 18.20
29 m/z 71.05 51.30%
o ‘h 113141169197 225253 281 309 337365 394
mz-> 0 55 160 1éo 260 2éo 360 3éo 460 4éo 560
Abundance
57
17,60 17.80 18.00 18.20
5000 o m/z 85.10 33.04%
2 113141
0 169197 225253281309337 379 421449477 506
mz-> 0 55 160 1%0 260 2%0 360 3éo 460 4éo 560
Abundance #202662: Heptacosane
57 17.60 17.80 18.00 18.20
m/z 41.10 32.11%
5000
85
o LI Msneororaosasaze ssssizeg 7 T e
mz-> 0 50 100 150 200 250 300 350 400 450 500 17.60 17. 80 18. oo 18. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087526.D

Acq On : 29 May 2016 23:23

Operator : UM/SJ

Sample - H3222-11

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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]
unknown7 .12 7.12 75.2 ng 2955220 1 7.47 785584 20.0
unknown15.27 15.27 2.1 ng 101594 4 14.74 949131 20.0
5-Octadecene, (E)- 16.46 2.3 ng 108067 4 14.74 949131 20.0
Hexacosane 17 .47 2.8 ng 105823 5 18.46 745876 20.0
Octacosane 17.91 2.3 ng 87012 5 18.46 745876 20.0
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