LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\

Data File : BF099282.D

Aca On : 10 Oct 2017 00:32

Operator : SJ/JU

Sample : 15651-09 e
Misc : e
ALS Vial : 25 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-BF092317.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 2.146 5 10 17 rVB2 23159 32385 1.70% 0.199%
2 5.087 506 510 521 rBV 237821 295976 15.55% 1.822%
3 5.486 574 578 581 rBY 1630999 1500846 78.83% 9.237%
4 6.492 743 749 752 rBVY 1595349 1523896 80.04% 9.379%
5 6.633 769 773 776 rBY 1878394 1623657 85.28% 9.993%
6 6.863 808 812 816 rBV 727272 573014 30.10% 3.527%
7 7.016 834 838 842 rBVY 1414316 1288742 67.69% 7.932%
8 7.428 903 908 911 rBVY 1052259 950963 49.95% 5.853%
9 7.498 917 920 934 rVB3 15412 28693 1.51% 0.177%
10 8.145 1026 1030 1033 rBV 903935 765876 40.23% 4.714%

11 9.216 1208 1212 1216 rBV 2183677 1903835 100.00% 11.717%
12 9.610 1275 1279 1282 rBV 327689 244078 12.82% 1.502%
13 9.898 1324 1328 1332 rBV2 925420 797463 41.89% 4.908%
14 10.316 1397 1399 1402 rVB 32091 26155 1.37% 0.161%
15 10.686 1459 1462 1470 rBV 988168 865600 45.47% 5.327%

16 10.792 1477 1480 1484 rBV 44687 43783 2.30% 0.269%
17 11.239 1553 1556 1558 rBV 29023 21364 1.12% 0.131%
18 11.386 1577 1581 1584 rBV 833975 673313 35.37% 4.144%
19 11.904 1665 1669 1673 rBV 21937 22226 1.17% 0.137%
20 12.968 1846 1850 1853 rBV 1529745 1272914 66.86% 7.834%
21 13.186 1883 1887 1890 rBV2 22300 22305 1.17% 0.137%
22 13.439 1927 1930 1934 rVB 20458 20792 1.09% 0.128%
23 13.492 1936 1939 1942 rVV 40490 37246 1.96% 0.229%
24 13.527 1942 1945 1947 rVB3 23324 22310 1.17% 0.137%
25 13.857 1997 2001 2010 rVB 73128 96950 5.09% 0.597%
26 13.992 2016 2024 2026 rBV 95151 99507 5.23% 0.612%
27 14.027 2026 2030 2033 rVvVv 575545 506807 26.62% 3.119%
28 14.168 2051 2054 2061 rBV 27984 35147 1.85% 0.216%
29 14.474 2103 2106 2111 rVB 37026 34817 1.83% 0.214%
30 14.639 2130 2134 2139 rVB 84009 81854 4 _30% 0.504%
31 14.780 2154 2158 2162 rBV2 34368 37261 1.96% 0.229%
32 15.115 2211 2215 2219 rVB 65081 74500 3.91% 0.459%
33 15.503 2275 2281 2288 rVB 437594 560860 29.46% 3.452%
34 15.933 2349 2354 2358 rBV 34466 47811 2.51% 0.294%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099282.D

Aca On : 10 Oct 2017 00:32

Operator : SJ/JU

Sample : 15651-09

Misc :

ALS Vial : 25 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.433 2434 2439 2446 rVB3 24477 44176 2.32% 0.272%
36 17.027 2535 2540 2548 rVB3 16676 35373 1.86% 0.218%
37 17.721 2652 2658 2665 rBV5 16903 35351 1.86% 0.218%

Sum of corrected areas: 16247846
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099282.D

Aca On : 10 Oct 2017 00:32

Operator : SJ/JU

Sample : 15651-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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: BF099282.D
2000000 6.63

549 6.49
1500000 7.02

7.43
1000000

6.86

500000
5.09

.15 R | | .50

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF099282.D
9|22

2000000

12.97
1500000

1000000{ g 15 9.90 10.69

11.39

500000

| A 10.32 079 1124 11.90 13,10 13858

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF099282.D

2000000

1500000

1000000

14.03

500000 15.50

13.8899, 17 14.4¥3%%78 1512 15.93 16.43 17.03 17.72
0 e e e T e e e e e e L e e e e e e e LA B B o sy S S S ey S 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\BF100917\
Data File : BF099282.D

Aca On : 10 Oct 2017 00:32

Operator : SJ/JU

Sample : 15651-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 10.33ng 205076  1,4-Dichlorobenzene-da 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9
Abundance Scan 511 (5.092 min): BF099282.D (-506) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 T
| 83.0 480 5.00 5.20 5.40
Obrrrprrrr el e e m/z 59.00 58.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L LB LB
480 5.00 5.20 5.40
59.0 m/z 101.00 23.25%
101.0
0 27\9\ L . ‘ 70.0 83'0 ,
P P e e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e N R
570 480 500 520 5.40
5000 m/z 58.00 16.83%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A R b
59.0 480 5.00 5.20 5.40
m/z 41.10 8.91%
5000 41.0
o Wl 730 1260 1450 ,
rrr e e e e e e e e R e N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099282.D

Aca On : 10 Oct 2017 00:32

Operator : SJ/JU

Sample : 15651-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2 unknown6.63 Concentration Rank 1

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

6.63 56.67 ng 1623660 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF099282.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 ISEBE SRS SRS LS S
40.0 54.0 J 6.20 6.40 6.60 6.80 7.00
bl :|-.|.'.8,1-9. TR m/z 68.10 38.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 A SR A I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.32%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.59%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.16%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l S G | G
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099282.D

Aca On : 10 Oct 2017 00:32

Operator : SJ/JU

Sample : 15651-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Dodecanol, 2-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.83 ng 96950 Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 87
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 87
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 87
Abundance Scan 2002 (13.862 min): BF099282.D (-1997) (-) m/z 57.00 100.00%

83.0

5000
111.1

139.1163.1 13.60 13.80 14.00 14.20
m/z 43.05 80.65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-

5000

13. 60 13. 80 14. OO 14.20
111.0 m/z 83.05 78.85%

1390 167.0 106.0 224.0 252.0 280.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R N REE
13.60 13.80 14.00 14.20
5000 83.0 m/z 71.05 67.40%

111.0

o 139.0 1680 196.0 224.0

m@ﬁmﬂﬁmﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #119526: 1-Dodecanol, 2-hexyl- B EERR Bam e L
13.60 13.80 14.00 14.20

m/z 97.10 66.62%

5000
111.0

29.0

139.0 167.0 196.0 224.0 252.0
R & B o SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099282.D

Aca On : 10 Oct 2017 00:32

Operator : SJ/JU

Sample : 15651-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1,3-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.23 ng 81854 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 58
2 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 30
3 9-(2".2"-Dimethvlpropanoilhvdraz... 576 C30H42CI2N403 1000111-04-6 22
4 Phthalic acid. 3.5-difluoropheny... 348 C19H18F204 1000315-54-1 22
5 Bromoacetic acid, 2-ethylhexyl e... 250 C10H19BrO2 068144-73-0 16
Abundance Scan 2134 (14.639 min): BF099282.D (-2130) (-) m/z 70.05 100.00%
70.0
149.0
5000 112.1 261.1
14.40 14.60 14.80 15.00
oL, .-.J.' l'..--,|-.~.l.'.'l.-\-.~-. 2081 1| m/z 149.00 62.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
12.0
149.0 261.0
5000
14.40 14.60 14.80 15.00
‘ m/z 112.10 48.84%
ol bl Ll o | a0 sero
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
70.0
14.40 14.60 14.80 15.00
5000 1670 m/z 261.10 48 _.42%
29.0 108.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #240291: 9-(2',2'-Dimethylpropanoilhydrazono)-3,6-dichloro... R R mmaay e
149.0 14.40 14.60 14.80 15.00
m/z 57.00 43.60%
57.0
5000
113.0
279.0
o ALJ.M | 1186.0223.0 | 476.0
m/z--> 50 100 150 200 250 300 350 400 450 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099282.D

Aca On : 10 Oct 2017 00:32

Operator : SJ/JU

Sample : 15651-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.12 2.66 ng 74500 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 90
Abundance Scan 2216 (15.121 min): BF099282.D (-2211) (-) m/z 57.05 100.00%
57.0
5000
99.1 e
410 207.0 14.80 15.00 15.20 15.40
0..-.|,'. --'|J. A .- 11— m/z 71.05 72.90%
m/z--> 50 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LR BN UL UL BN
14,80 15.00 15.20 15.40
99.0 m/z 43.05 56.05%
1410 2390
ol L)1y 1410 1830 281.0 323.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14:80 15.00 15.20 15.40
5000 m/z 85.05 53.76%
99.0
o260, . TTD 1830 2250 2670 2090 3510 4220
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane A RERREEES ST
57.0 14.80 15.00 15.20 15.40
m/z 99.10 23.95%
5000
99.0
ol Ll | | ﬂ | }410 183.0 2250 281.0 337.0  394.0
m/z--> 50 100 150 260 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099282.D

Acq On : 10 Oct 2017 00:32

Operator : SJ/JU

Sample - 15651-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : 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 10.3 ng 295976 1 6.86 573014 20.0
unknown6.63 6.63 56.7 ng 1623660 1 6.86 573014 20.0
1-Dodecanol, 2-oc... 13.86 3.8 ng 96950 5 14.03 506807 20.0
1,3-Benzenedicarb... 14.64 3.2 ng 81854 5 14.03 506807 20.0
Heptadecane, 9-oc... 15.12 2.7 ng 74500 6 15.50 560860 20.0
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