LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104678.D

Aca On : 20 Apr 2018 17:00

Operator : JU/SJ

Sample : J2475-07

Misc :

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-BF040618.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 5.010 493 497 507 rBV 85903 107567 4.72% 0.540%
2 5.422 563 567 576 rBVY 2154297 2057189 90.21% 10.329%
3 6.445 736 741 752 rBVY 2116916 2012089 88.23% 10.102%
4 6.575 759 763 766 rBY 2340995 2102191 92.18% 10.555%
5 6.804 799 802 806 rBV 842211 645583 28.31% 3.241%
6 6.963 825 829 832 rBVY 1858840 1685533 73.91% 8.463%
7 7.369 894 898 901 rBVY 1447907 1205764 52.87% 6.054%
8 8.086 1017 1020 1025 rBV 919821 802651 35.20% 4 ._.030%
9 9.163 1199 1203 1213 rBvV 2615103 2280499 100.00% 11.450%
10 9.557 1267 1270 1278 rBV 133378 118845 5.21% 0.597%
11 9.769 1302 1306 1310 rBV 64788 50236 2.20% 0.252%
12 9.845 1315 1319 1328 rBV 964370 841555 36.90% 4.225%
13 10.269 1388 1391 1394 rVB 81129 61124 2.68% 0.307%
14 10.633 1450 1453 1465 rVB 1283119 1236430 54.22% 6.208%
15 10.739 1469 1471 1476 rBvV 71120 65598 2.88% 0.329%
16 11.192 1545 1548 1550 rBvV 32920 28248 1.24% 0.142%
17 11.333 1568 1572 1575 rBvV 880148 762217 33.42% 3.827%
18 11.357 1575 1576 1583 rVB 40886 29806 1.31% 0.150%
19 12.545 1775 1778 1782 rVB 92476 81107 3.56% 0.407%
20 12.774 1812 1817 1822 rBV 79594 86476 3.79% 0.434%
21 12.921 1837 1842 1845 rBV 2094539 1899176 83.28% 9.535%
22 13.345 1909 1914 1918 rBV5 48042 56062 2.46% 0.281%
23 13.774 1982 1987 1990 rBV 163517 192172 8.43% 0.965%
24 13.810 1990 1993 1998 rVB2 92875 96419 4.23% 0.484%
25 13.980 2017 2022 2025 rBV 690692 696548 30.54% 3.497%
26 14.821 2163 2165 2168 rVB 54106 52488 2.30% 0.264%
27 15.021 2196 2199 2203 rBV 42597 69134 3.03% 0.347%

28 15.451 2267 2272 2283 rVB 424851 594511 26.07% 2.985%

Sum of corrected areas: 19917218
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104678.D

Aca On : 20 Apr 2018 17:00

Operator : JU/SJ

Sample : J2475-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF104678.D
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2500000

2000000

1500000

1000000

13.98

15.45
500000

14.8215.02

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF040618.M Mon Apr 23 13:44:53 2018 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104678.D

Aca On : 20 Apr 2018 17:00

Operator : JU/SJ

Sample : J2475-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.01 3.33 ng 107567 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 497 (5.010 min): BF104678.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 USRS £ NS
| 83 4.60 4.80 5.00 5.20 5.40
o US| NN N m/z 59.00 64.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR UL SRR
59 460 4.80 5.00 5.20 5.40
m/z 101.00 22 .51%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.10 16.60%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone RS e e e
50 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.66%
5000 43
31
0 ]75 L ‘ [ N 69 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104678.D

Aca On : 20 Apr 2018 17:00

Operator : JU/SJ

Sample : J2475-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.57 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.57 65.13 ng 2102190 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9

4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 762 (6.569 min): BF104678.D (-759) (-) m/z 132.00 100.00%

5000 68
40 | % J 620 640 6.60 6.80 7.00
7 5 y - . : :
o Ml e |ypsms m/z 68.10 42.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LA L L L L L L LB L
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 31.87%
0 ‘ b H 1, . !
T T e e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
24 R e R
6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.31%
0 89 | 107 158 189
— T T e T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R RS
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.60%
5000 67
97
‘ o ‘ 117
o, ...\,\. ol o8 208 |
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104678.D

Aca On : 20 Apr 2018 17:00

Operator : JU/SJ

Sample : J2475-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 6 unknownl3.77 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.52 ng 192172 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Benzvl-1H-benzimidazole 208 C14H12N2 004981-92-4 27
2 DL-Phenvlalanine. N-alvcvl- 222 C11H14N203 000721-66-4 22
3 Benzene. (5-i1odopentvl)- 274 C11H151 099858-37-4 17
4 l1soxazole. 3-phenvl-5-I(phenvime... 267 C16H13NOS 028884-17-5 14
5 1-Benzylamino-6-benzyloxyhexane 297 C20H27NO 060058-25-5 10
Abundance Scan 1986 (13.768 min): BF104678.D (-1982) (-) m/z 91.00 100.00%
el
5000 —JA\~
117 T T
65 194 13.40 13.60 13.80 14.00
0 S~ T .,':..':\,...1.3?...1?5.. 22 245 281 812 Tn777117.00  23.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67811: N-Benzyl-1H-benzimidazole
91
5000 AR R AR AR N
208 1340 13.60 13.80 14.00
m/z 194 .05 9.43%
& 118135 165
0""I""I""'I""" T IIII‘I"" A SR SR SR S BN B B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
30 91
13.40 13.60 13.80 14.00
5000 m/z 207 .05 9.19%
120 178 204
ol 12 45 65 148 222
WFWWWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122155: Benzene, (5-iodopentyl)- R B
91 13.40 13.60 13.80 14.00
m/z 92.00 7.77%
5000
65
117 147
0”IIII‘I‘II\I‘”\LI\III‘III\I”L‘I ‘l‘n‘:l:‘n: |‘||| ||||18|?|| ||2|:|I-7|||| — ||2|7|4|.||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104678.D

Aca On : 20 Apr 2018 17:00

Operator : JU/SJ

Sample : J2475-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 7 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.81 2.77 ng 96419 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 92

Abundance Scan 1993 (13.810 min): BF104678.D (-1990) (-) m/z 83.05 100.00%

5000

-

13.40 13.60 13.80 14.00 14.20
m/z 57.10 93.85%

139 166 187 213 234

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83

I

13.40 13.60 13.80 14.00 14.20
m/z 97.10 88.19%

5000

29

167 196 222238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
S .
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 69.00 80.94%
29 139

167 196 224 252 280 308

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1 B B o A
55 13.40 13.60 13.80 14.00 14.20
m/z 55.00 78.98%
o \“\ I 139 168 196 222238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042018\
Data File : BF104678.D

Acq On : 20 Apr 2018 17:00

Operator : JU/SJ

Sample - J2475-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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... 5.01 3.3 ng 107567 1 6.80 645583 20.0
unknown6 .57 6.57 65.1 ng 2102190 1 6.80 645583 20.0
unknown13.77 13.77 5.5 ng 192172 5 13.98 696548 20.0
1-Heneicosanol 13.81 2.8 ng 96419 5 13.98 696548 20.0
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