LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106979.D

Aca On 29 Jun 2018 18:00

Operator : JU/SJ

Sample : J3677-05

Misc :

ALS Vial : 19 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-BF061918 .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 5.196 482 486 495 rBV 148986 184497 10.26% 1.136%
2 5.595 550 554 557 rBY 1582639 1455472 80.94% 8.963%
3 6.595 719 724 738 rVB 1408227 1554556 86.45% 9.573%
4 6.731 742 747 750 rBVY 1690474 1537903 85.53% 9.471%
5 6.954 781 785 788 rBV 499702 445026 24.75% 2.741%
6 7.107 807 811 815 rBV 1410343 1267293 70.48% 7.804%
7 7.519 876 881 884 rBVY 1045403 979666 54.48% 6.033%
8 7.601 890 895 903 rVB 16673 22429 1.25% 0.138%
9 8.236 999 1003 1006 rBV 608670 552283 30.71% 3.401%
10 9.307 1181 1185 1188 rBV 1993731 1798190 100.00% 11.074%
11 9.701 1248 1252 1258 rVB 246027 214645 11.94% 1.322%
12 9.901 1282 1286 1289 rBV 44336 35777 1.99% 0.220%
13 9.995 1298 1302 1306 rBV 687378 599295 33.33% 3.691%
14 10.401 1369 1371 1374 rVB 64234 46112 2.56% 0.284%
15 10.619 1403 1408 1411 rBvV2 17403 23534 1.31% 0.145%
16 10.789 1433 1437 1440 rBVY 1185219 1060808 58.99% 6.533%
17 10.872 1448 1451 1458 rBvV 47018 58248 3.24% 0.359%
18 11.325 1525 1528 1531 rBvV2 28105 24095 1.34% 0.148%
19 11.489 1552 1556 1558 rBvV 592218 566683 31.51% 3.490%
20 11.507 1558 1559 1563 rVvVv 118228 92797 5.16% 0.571%
21 11.566 1566 1569 1572 rVB 21803 21232 1.18% 0.131%
22 12.019 1643 1646 1650 rVB2 24340 23041 1.28% 0.142%
23 12.101 1657 1660 1663 rBV2 22968 27630 1.54% 0.170%
24 12.536 1731 1734 1738 rBV2 17628 22531 1.25% 0.139%

25 12.701 1759 1762 1767 rVB 163610 153248 8.52% 0.944%

26 12.919 1795 1799 1800 rBV2 28050 33124 1.84% 0.204%
27 12.936 1800 1802 1807 rVB 167152 134539 7.48% 0.829%
28 13.071 1820 1825 1828 rBV 1875551 1666346 92.67% 10.262%

29 13.154 1835 1839 1843 rBV3 13165 19245 1.07% 0.119%
30 13.260 1855 1857 1863 rVB2 26238 30707 1.71% 0.189%
31 13.536 1900 1904 1914 rVB 41482 52441 2.92% 0.323%
32 13.889 1958 1964 1966 rBV2 14539 19096 1.06% 0.118%
33 13.948 1971 1974 1979 rBv4 53736 64026 3.56% 0.394%
34 14.089 1996 1998 2002 rBV 49629 46694 2.60% 0.288%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106979.D

Aca On 29 Jun 2018 18:00

Operator : JU/SJ

Sample : J3677-05

Misc :

ALS Vial : 19 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\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.142 2002 2007 2010 rvVv 619449 640793 35.64% 3.946%

36 14.166 2010 2011 2017 rVB 76915 58119 3.23% 0.358%
37 14.542 2070 2075 2077 rBV 18252 20683 1.15% 0.127%
38 15.065 2161 2164 2167 rVB4 19246 22584 1.26% 0.139%
39 15.230 2188 2192 2195 rBV 49817 76767 4.27% 0.473%
40 15.260 2195 2197 2201 rvVvB2 35624 37079 2.06% 0.228%
41 15.554 2243 2247 2253 rVB 30463 40839 2.27% 0.252%
42 15.618 2254 2258 2262 rVV 41767 53990 3.00% 0.332%
43 15.689 2264 2270 2281 rVB 314611 435055 24.19% 2.679%
44 16.124 2340 2344 2348 rVB4 12889 19052 1.06% 0.117%
Sum of corrected areas: 16238170
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\

BF106979.D

29 Jun 2018 18:00

JussJ

J3677-05

19 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

CALIBRATION

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M

Abggggggg TIC: BF106979.D
6.73
5.60
1500000 6.60 711
7.52
1000000
500000 6.95
5.20
7.60

O T s e o e e T R e R e B
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Ab TIC: BF106979.D

516‘886‘88 9|31 13.07
1500000
10.79
1000000
10.00
8.24 11.49
500000
9.70
A 151 12.70 12.94
10.40 10.87 .

o e e 0¥ usiisr  wzeo  agss) 12brlisisx
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abggggggg TIC: BF106979.D

1500000
1000000
14.14
500000
15.69

13.54 15.0462%6 1498 16.12

O e e T e T T T ——— R e e e e B R S e
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106979.D

Aca On : 29 Jun 2018 18:00

Operator : JU/SJ

Sample : J3677-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.20 8.29 ng 184497 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 487 (5.201 min): BF106979.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SR SR UL AR
| 83.0 | 4.80 500 520 540 5.60
N 1 1T MM I S m/z 59.00 61.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL IR
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 22 .85%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 410 m/z 58.00 16.77%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one | BLELLEE BLELLELE B BN N
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 8.81%
5000
27.0 55.0
120 | 210 830 980
S R R R SR AN ARAR AR RARSA RARAN LARAN AALA RALRS SRS RARRY A S RS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60

8270-BF061918_.M Mon Jul 02 10:35:26 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106979.D

Aca On : 29 Jun 2018 18:00

Operator : JU/SJ

Sample : J3677-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 69.12 ng 1537900 1,4-Dichlorobenzene-d4 6.95
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (6.731 min): BF106979.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 DRSS A SRR
40.0 54.0 6.40 6.60 6.80 7.00
0 gL0 e m/z 68.10 38.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 DA SRR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.72%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.79%
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 A
Abundance #52379: Tranylcypromine-propiony! R A REEREEEEEE s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.71%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A RRERREEEEEES
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106979.D

Aca On : 29 Jun 2018 18:00

Operator : JU/SJ

Sample : J3677-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.06 ng 58248 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 86
Abundance Scan 1451 (10.872 min): BF106979.D (-1448) (-) m/z 57.00 100.00%
5%.0
5000 85.1
113.1 1411 10.60 10.80 11.00 11.20
o...,....-,...| e e s | m/z 71.10  65.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71393: Pentadecane
57.0
5000
85.0 10.60 10.80 11.00 11.20
29.0 m/z 43.05 60.99%
m/z--> 25 Jo éo 85 160 120 140 160 180 200 220 240 260 280 360 350
Abundance
57.0
110.60 10,80 11.00 11.20
5000 85.0 m/z 85.10 42.16%
29.0

113.0 141.0 169.0 197.0 25,0  268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59882: Tetradecane

57.0 10.60 10.80 11.00 11.20

m/z 41.00 29.32%
5000 85.0
29.0
113 0 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
Data File : BF106979.D

Acq On : 29 Jun 2018 18:00

Operator : JU/SJ

Sample - J3677-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.20 8.3 ng 184497 1 6.95 445026 20.0
unknown6.73 6.73 69.1 ng 1537900 1 6.95 445026 20.0
Pentadecane 10.87 2.1 ng 58248 4 11.49 566683 20.0
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