LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111481.D

Aca On : 15 Dec 2018 21:02 Instrument :

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

3?22'6 : J6303-03 2X NR38-C1-110718

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121418 .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 4.981 489 492 499 rBV 33208 40476 4_.07% 0.341%
2 5.410 562 565 578 rBV 736724 776441 78.07% 6.546%
3 6.428 735 738 755 rBV 781730 805235 80.97% 6.789%
4 6.563 758 761 769 rvVv 937263 776594 78.09% 6.547%
5 6.792 797 800 809 rBV 767245 634127 63.76% 5.346%
6 6.951 823 827 834 rVB 758128 635504 63.90% 5.358%
7 7.351 891 895 901 rBV 433693 433964 43.64% 3.659%
8 8.075 1015 1018 1024 rBV 786137 675283 67.90% 5.693%
9 9.151 1197 1201 1213 rBV 700784 686504 69.03% 5.788%
10 9.239 1213 1216 1224 rVB4 11005 18192 1.83% 0.153%
11 9.545 1265 1268 1273 rBV 38436 39644 3.99% 0.334%
12 9.827 1313 1316 1321 rBV 669658 631618 63.51% 5.325%
13 10.374 1407 1409 1414 rBvV2 13323 17065 1.72% 0.144%
14 10.616 1446 1450 1461 rBvV 441730 422794 42 .51% 3.564%
15 10.739 1468 1471 1476 rVB3 20651 26297 2.64% 0.222%
16 11.216 1549 1552 1557 rVB5 13855 17705 1.78% 0.149%

17 11.316 1565 1569 1571 rBV 674703 677907 68.17% 5.715%
18 11.333 1571 1572 1577 rVV 202135 172548 17.35% 1.455%

19 11.386 1578 1581 1585 rVB 51874 49357 4._.96% 0.416%
20 11.545 1605 1608 1611 rBVZ2 11933 13351 1.34% 0.113%
21 11.616 1618 1620 1623 rVB 18506 13333 1.34% 0.112%
22 11.816 1649 1654 1656 rBV 36810 38682 3.89% 0.326%
23 11.845 1656 1659 1664 rVvVv 110275 123981 12.47% 1.045%
24 11.927 1670 1673 1675 rBV 49753 44004 4.42% 0.371%
25 12.110 1701 1704 1706 rBVZ2 26598 28818 2.90% 0.243%
26 12.133 1706 1708 1714 rVB7 18029 23904 2.40% 0.202%
27 12.263 1728 1730 1732 rVB2 16213 12108 1.22% 0.102%
28 12.292 1732 1735 1737 rBV3 13790 14138 1.42% 0.119%
29 12.368 1745 1748 1751 rBV2 36407 39979 4.02% 0.337%
30 12.404 1751 1754 1759 rVV5 29019 48628 4_89% 0.410%
31 12.451 1759 1762 1766 rVB4 22484 27191 2.73% 0.229%
32 12.527 1771 1775 1778 rBV 343087 329225 33.10% 2.776%
33 12.627 1789 1792 1796 rBV4 70944 95894 9.64% 0.808%

34 12.751 1808 1813 1816 rBV 349392 348174 35.01% 2.935%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111481.D

Aca On : 15 Dec 2018 21:02 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J6303-03 2X NR38-C1-110718

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.898 1834 1838 1847 rVB 915474 812468 81.70% 6.850%

36 12.974 1847 1851 1855 rBvV4 30785 47387 4.76% 0.400%
37 13.057 1863 1865 1866 rBV 24048 18497 1.86% 0.156%
38 13.080 1867 1869 1872 rVB2 54998 47976 4.82% 0.404%
39 13.145 1878 1880 1883 rVB2 38793 38282 3.85% 0.323%
40 13.186 1885 1887 1891 rVB2 40904 35837 3.60% 0.302%
41 13.310 1906 1908 1911 rBV2 26217 24303 2.44% 0.205%
42 13.810 1990 1993 1998 rVB3 64557 92803 9.33% 0.782%

43 13.951 2012 2017 2020 rBV2 906239 994496 100.00% 8.384%
44 13.974 2020 2021 2029 rVB 167952 136742 13.75% 1.153%
45 14.980 2189 2192 2200 rVB 112979 212212 21.34% 1.789%

46 15.268 2238 2241 2246 rVB2 79128 99166 9.97% 0.836%
47 15.327 2249 2251 2254 rBVY 74286 77332 7.78% 0.652%
48 15.392 2258 2262 2266 rBVY 406696 485260 48.79% 4.091%

Sum of corrected areas: 11861426
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111481.D

Aca On : 15 Dec 2018 21:02

Operator : JU/SJ

ﬁ?ggle i J6303-03 2X NR38-C1-110718
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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: BF111481.D

1000000 6.56

6.43
800000 5.41 6.7%.95

600000

7.35
400000

200000

4.98

o ————— e e e 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: BF111481.D

1000000 12.90

800000 8.07
9.15 9.83 11.32

600000

10.62
12. 5312.75

400000

200000

1.
9.55
9.24 ; 10.37 [|10.74 11.2f

R T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111481.D

1000000

800000 15.39

600000

14.98
400000 18.97

13.8
200000

r -7
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF121518\

BF111481.D

15 Dec 2018 21:02

JU/SJ

J6303-03 2X NR38-C1-110718
25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 unknown6.56 Concentration Rank 1

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

6.56 24.49 ng 776594 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 761 (6.563 min): BF111481.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 9.0 620 6.40 6.60 6.80
0 Lt m/z 68.10 37.31%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 SRS SSEREAE
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.07%
O'J“m!w'lﬁ”Jw"w“'”l"'|”"w"w"“|'“'|“'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 65.95 24.23%
41.0 97.0
o) R .“.“. f““l‘.‘.“l‘. et .EL:.L#'P...|....|....|....|....|...
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0 6.20 6.40 6.60 6.80
m/z 69.05 13.99%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111481.D

Aca On : 15 Dec 2018 21:02

Operator : JU/SJ

ﬁ?ggle i J6303-03 2X NR38-C1-110718
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.84 3.66 ng 123981 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 50
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 50
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 50
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 50
Abundance Scan 1658 (11.839 min): BF111481.D (-1656) (-) m/z 192.05 100.00%
431 1
5000
11.60 11.80 12.00 12.20
0 m/z 43.10 99.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L B BRI UL B
83.0 11.60 11.80 1200 12 20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 59.95  91.87%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54732: Anthracene, 1-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 72.95 77.91%
83.0
165.0
150 39.0 630 | | 1150 139.0 | U
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260 250 250 2éo
Abundance #54731: Anthracene, 9-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 57.10 76.39%
5000
96.0
o 300 630 | 139.0 1§5° w
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo 11|60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111481.D

Aca On : 15 Dec 2018 21:02

Operator : JU/SJ

ﬁ?ggle i J6303-03 2X NR38-C1-110718
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.83 ng 95894 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 27
Abundance Scan 1792 (12.627 min): BF111481.D (-1789) (-) m/z 43.10 100.00%
. 73.0
5000
129.1
97.0 T
157.1 1851 217.0 241.2 284.2 12.|40 12.I60 12.|80 13.|00
0< m/z 72.95 86.50%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0

5000 129.0 L L B L L
12.40 12.60 12.80 13.00
. . : m/z 55.00 78.79%
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 73.0

—
12.40 12.60 12.80 13.00
5000 120.0 m/z 60.00 76.20%
' : 241.0 .
| 2070 284.0
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00

m/z 57.05 75.60%
5000 129.0
83.0
J‘u 157.0 185.0 213.0 256.0
0‘ R o EEEEEEE

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_ F\DATA\BF121518\

Data File : BF111481.D

Acq On : 15 Dec 2018 21:02

Operator : JU/SJ

ﬁ?ggle i J6303-03 2X NR38-C1-110718
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .56 6.56 24.5 ng 776594 1 6.79 634127 20.0
n-Hexadecanoic acid 11.84 3.7 ng 123981 4 11.32 677907 20.0
Pentadecanoic acid 12.63 2.8 ng 95894 4 11.32 677907 20.0
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