LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\

Data File : BF103279.D

Aca On - 27 Feb 2018 22:27 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : J1703-01 FK-GF-03-004-A

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-BF022218.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 4 10 19 rBvV 246444 331594 10.73% 1.301%
2 5.110 511 514 524 rBV 71737 95924 3.10% 0.376%
3 5.498 576 580 600 rBY 2951394 3089794 100.00% 12.123%
4 6.510 747 752 771 rBV 2824710 2992404 96.85% 11.741%
5 6.645 771 775 778 rBY 3181834 2892947 93.63% 11.350%
6 6.875 810 814 820 rBVY 1020401 895757 28.99% 3.514%
7 7.028 836 840 844 rBVY 2393042 2242736 72.59% 8.799%
8 7.440 905 910 913 rBVY 1997839 1843937 59.68% 7.235%
9 8.157 1028 1032 1051 rVB 1265317 1165333 37.72% 4_.572%
10 9.228 1210 1214 1224 rBV 2637288 2562011 82.92% 10.052%
11 9.622 1277 1281 1289 rBvV2 25448 33400 1.08% 0.131%
12 9.916 1327 1331 1340 rVvB 1101925 1021216 33.05% 4_.007%
13 10.328 1398 1401 1404 rvB2 60707 55052 1.78% 0.216%
14 10.551 1434 1439 1441 rBvV3 34746 46539 1.51% 0.183%
15 10.704 1462 1465 1473 rBV 1168773 1242875 40.23% 4.876%
16 10.804 1479 1482 1492 rVB 74963 93550 3.03% 0.367%
17 11.404 1580 1584 1587 rBV 910968 813685 26.33% 3.192%
18 11.945 1672 1676 1680 rBVvV4 27574 34282 1.11% 0.135%
19 12.022 1686 1689 1691 rvB2 34882 32597 1.05% 0.128%
20 12.086 1697 1700 1705 rVB 87135 89938 2.91% 0.353%
21 12.169 1709 1714 1718 rBV5 29869 49505 1.60% 0.194%
22 12.280 1731 1733 1736 rVB2 45949 38776 1.25% 0.152%
23 12.374 1746 1749 1753 rVB3 57190 55777 1.81% 0.219%
24 12.433 1753 1759 1762 rBvV4 35633 65173 2.11% 0.256%

25 12.622 1788 1791 1795 rBV 136172 122605 3.97% 0.481%

26 12.851 1824 1830 1837 rBV 125117 157173 5.09% 0.617%
27 12.986 1849 1853 1857 rBV 1770899 1747833 56.57% 6.858%

28 13.180 1884 1886 1892 rVB4 30021 42111 1.36% 0.165%
29 13.874 2001 2004 2007 rBVZ2 50514 52169 1.69% 0.205%
30 14.010 2025 2027 2030 rBV 38129 32670 1.06% 0.128%

31 14.057 2030 2035 2038 rBV 765129 778980 25.21% 3.056%
32 14.798 2158 2161 2167 rBV 296557 340806 11.03% 1.337%
33 15.557 2286 2290 2294 rVB 355185 428394 13.86% 1.681%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103279.D

Aca On : 27 Feb 2018 22:27

Operator : SJ/JU

Sample : J1703-01

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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25487543
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103279.D

Aca On : 27 Feb 2018 22:27

Operator : SJ/JU

Sample : J1703-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103279.D
5.50 6|65
3000000 6.51

2500000 7.03

2000000 744

1500000

1000000 6.87

500000
.15

5.11

D ANV N SO | OO | U | S
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: BF103279.D
3000000

9.23
2500000

2000000 12.99

1500000

8.16
9.92 10.70

1000000 11.40

500000

k 9.62 10.3310,55{0.80 1192997235 %215%9 13.18

R T e e v Bavate S

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: BF103279.D

3000000

2500000

2000000

1500000

1000000 14.06

500000

o T T T T T

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\BF022718\
Data File : BF103279.D

Aca On : 27 Feb 2018 22:27

Operator : SJ/JU

Sample : J1703-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.15 7.40 ng 331594 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 11 (2.152 min): BF103279.D (-4) (-) m/z 73.00 100.00%
7B
5000 43
T i 220 2.30 2.40 250 2.60
Obr sl 49 L T L0 m/z 43.00 39.41%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95 29.28%
Lo ®a | alm
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U RN AR R AR R
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 22.97%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl- R REamaEEEE EALE
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.27%
5000 59
87
43
o 29 || 53 67 | k 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103279.D

Aca On : 27 Feb 2018 22:27

Operator : SJ/JU

Sample : J1703-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.11 2.14 ng 95924 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-0Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 514 (5.110 min): BF103279.D (-511) (-) m/z 42.95 100.00%
48
59
5000
101 480 5.00 5.20 5.40
oo Sl 8| w7 59.00 61,170
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 59 480 500 520 540
m/z 58.00 17.49%
15 31 101
0 ‘ Tl i 50 \‘ 83 .
LS IR IR UL IULRR NS UL I LR LSS SN BRARE SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 5.00 5.20 5.40
5000 m/z 101.00 17.21%
41
ol 50 73 86
wmmﬁwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R e e
59 480 5.00 5.20 5.40
m/z 41.00 8.08%
5000 29 4 83
101
0 ‘ ‘ \‘Jh 51|, 69 . 91 ‘ 112 129
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103279.D

Aca On : 27 Feb 2018 22:27

Operator : SJ/JU

Sample : J1703-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 64 .59 ng 2892950 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF103279.D (-771) (-) m/z 132.00 100.00%
5000 68
5 e
40 54 75 104 6.40 6.60 6.80 7.00
Obrrrrrrrprrrr el b SL 87 L S 15 Tm/z 67.95  35.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS U R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 34 _.47%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 65.95 23.85%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R Rmmms me

132 6.40 6.60 6.80 7.00
m/z 69.00 13.31%

5000
104
51 66
14 27 37 44 58 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

77

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103279.D

Aca On : 27 Feb 2018 22:27

Operator : SJ/JU

Sample : J1703-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.30 ng 93550 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Tetradecane 198 C14H30 000629-59-4 81
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 72
Abundance Scan 1481 (10.798 min): BF103279.D (-1479) (-) m/z 57.00 100.00%
57
43
71
5000
85
S ous s 17 1040 10,60 1080 1100 1120
0 e B B L o m/z 43.00 65.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71394: Pentadecane
a3 ¥
5000 71 SR U SR SRR B
85 1040 10,60 10.80 11.00 1120
29 m/z 71.00 53.46%
o D P usrimasses e 212
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 260 '
Abundance
57
43 LRI SRR SN B
71 10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.05 34.74%
29
oL 15 9 113 127 141 155 169 198
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 260 '
Abundance #140552: Dodecane, 1-iodo- A EEEEE B
57 10.40 10.60 10.80 11.00 11.20
71 m/z 41.00 32.73%
5000 43 85
29 99
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 ' 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103279.D

Aca On : 27 Feb 2018 22:27

Operator : SJ/JU

Sample : J1703-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3a-(3,4-Methylenedioxy)-hex... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.09 2.21 ng 89938 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a-(3.4-Methvlenedioxv)-hexahvdr... 243 C15H17NO2 109535-43-5 53
2 Benzlclacridine. 5-methvl- 243 C18H13N 003519-87-7 53
3 6-Chrvsenamine 243 C18H13N 002642-98-0 53
4 Benzene. 1.17.1""-ethvlidvnetris- 258 C20H18 005271-39-6 53
5 Benz[a]acridine, 10-methyl- 243 C18H13N 003781-67-7 53
Abundance Scan 1701 (12.092 min): BF103279.D (-1697) (-) m/z 243.20 100.00%
243
5000
41 57 7 gf 105 128 | > 150173187 51 215 258 11.80 12.00 12.20 12.40
0 ..,....,“...'.Il |.I|| b, I. I.m ful |.|I .nll L ,"'...',"...'.,.... ...',.. m/z 244.20 18.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96575: 3a-(3,4-Methylenedioxy)-hexahydroindole
243
5000 U R SR SN B
11.80 12.00 12.20 12.40
122 m/z 145.10 14 .74%
m/z--> 20 40 éo 85 100 150 140 160 180 200 220 240 260
Abundance
243
11.80 12.00 12.20 12.40
5000 m/z 91.00 13.09%
o 108121 216
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96659: 6-Chrysenamine R e AR
243 11.80 12.00 12.20 12.40
m/z 41.00 11.55%
5000
215
ol 18 30 63 81 94107121 159 163176189202 | 228
m/z--> 20 40 60 80 160 150 140 160 180 200 220 250 260 1180 12.00 12,20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103279.D

Aca On : 27 Feb 2018 22:27

Operator : SJ/JU

Sample : J1703-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 7 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

1480 8.75ng 340806  Chrysene-di2 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 64
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 Dodecanamide 199 C12H25NO 001120-16-7 53

Abundance Scan 2161 (14.798 min): BF103279.D (-2158) (-) m/z 58.95 100.00%
5000 jL
8 1% 14.40 14.60 14.80 15.00 15.20
3 0 151 - : . . -
0 221 179 209 238 266 294 320 345364 m/z 72.00 63.84%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 LANLENLL  L  L  NLBL L BLO
14. 40 14 60 14. 80 15. 00 15 20
m/z 55.00 49 .88%
29 81100 126
oL “‘. \I\‘ IM M \‘\H NM ol ;15"1 |1|8‘} 2:!'0. |23|8 i I2£|31I T
m/z--> 50 100 150 200 250 300 350
Abundance
59
T BARE mEEE S R
14.40 14.60 14.80 15.00 15.20
5000 m/z 41.00 28.36%
114
29 86 142 171
o
m/z--> 50 100 150 200 250 300 350
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... T
59 14.40 14.60 14.80 15.00 15.20
m/z 43.00 27.81%
o WJ\—-‘VM
0 183 111 141 170 196 229
e 77 T BARE mEEE S R
m/z--> 50 100 150 200 250 300 350 14. 40 14 60 14. 80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
Data File : BF103279.D

Acq On : 27 Feb 2018 22:27

Operator : SJ/JU

Sample : J1703-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
Butane, 2-methoxy... 2.15 7.4 ng 331594 1 6.87 895757 20.0
2-Pentanone, 4-hy... 5.11 2.1 ng 95924 1 6.87 895757 20.0
unknown6 .65 6.65 64.6 ng 2892950 1 6.87 895757 20.0
Pentadecane 10.80 2.3 ng 93550 4 11.40 813685 20.0
3a-(3,4-Methylene... 12.09 2.2 ng 89938 4 11.40 813685 20.0
9-Octadecenamide, ... 14.80 8.8 ng 340806 5 14.06 778980 20.0
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