LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102392.D

Acq On : 24 Jan 2018 16:30

Operator : SJ/JU

Sample - J1250-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4.922 478 482 488 rBvV 96071 139670 3.90% 0.435%
2 5.328 545 551 554 rBV 3055717 3288770 91.92% 10.241%
3 6.357 721 726 743 rBV 2808634 3578004 100.00% 11.142%
4 6.487 743 748 751 rBV 3543872 3393824 94.85% 10.569%
5 6.710 783 786 795 rBV 942182 819263 22.90% 2.551%
6 6.869 809 813 816 rBV 2951846 2605585 72.82% 8.114%
7 7.281 878 883 886 rBV 2094628 2188096 61.15% 6.814%
8 7.992 997 1004 1013 rBV 1193919 1165167 32.56% 3.628%
9 8.551 1096 1099 1103 rBV 346284 323626 9.04% 1.008%
10 9.075 1182 1188 1191 rBVY 3732580 3426595 95.77% 10.671%

11 9.469 1250 1255 1258 rBV 824311 689602 19.27% 2.147%
12 9.681 1288 1291 1294 rBV 74921 63438 1.77% 0.198%
13 9.745 1298 1302 1312 rVB 1273492 1196598 33.44% 3.726%
14 10.175 1367 1375 1378 rBV3 103279 159885 4_.47% 0.498%
15 10.469 1419 1425 1428 rBV 1513261 1519951 42.48% 4_.733%

16 10.539 1433 1437 1448 rVB 1837034 1892973 52.91% 5.895%

17 10.651 1453 1456 1460 rBV 83165 98991 2.77% 0.308%
18 11.098 1529 1532 1534 rBV 63538 54256 1.52% 0.169%
19 11.128 1534 1537 1542 rVB2 32183 37715 1.05% 0.117%
20 11.233 1551 1555 1562 rVB 1198940 1032750 28.86% 3.216%
21 11.763 1642 1645 1648 rBV 85296 77397 2.16% 0.241%
22 12.322 1736 1740 1745 rVB7 29446 41123 1.15% 0.128%

23 12.822 1820 1825 1828 rBV 2485776 2343012 65.48% 7.296%
24 13.710 1973 1976 1987 rVB 401136 443634 12.40% 1.382%
25 13.868 2000 2003 2007 rVB 797672 703123 19.65% 2.190%
26 15.298 2242 2246 2255 rVB 572954 718610 20.08% 2.238%
27 15.721 2316 2318 2323 rVB 93827 110677 3.09% 0.345%

Sum of corrected areas: 32112335
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF012418\

BF102392.D

24 Jan 2018 16:30

SJ/Ju

J1250-15

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102392.D

Acq On : 24 Jan 2018 16:30

Operator : SJ/JU

Sample - J1250-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 6

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

4.92 3.41 ng 139670 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 482 (4.922 min): BF102392.D (-478) (-) m/z 43.00 100.00%
43
59
5000
s 40 450 500 520
0...,....,....,....-,':...?1..-!!,....,....,??..,...:,|....,. m/z 59.10 56.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SNBSS AR AR

460 4.80 5.00 5.20
59 m/z 101.10 20.34%

101
0 21 37| 53 ‘ 67 77 83 o1
R T B i et I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
e
4.60 4.80 5.00 5.20
5000 m/z 58.00 13.86%
101
o 15 25 31 37 51 %8 69 86
R B e IR et B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl- R s RamaREE LS
59 4.60 4.80 5.00 5.20
m/z 41.10 10.75%
5000 41
69 87
15 \ 53 | 98
0.”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“
m/z--> 10 20 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102392.D

Acq On : 24 Jan 2018 16:30

Operator : SJ/JU

Sample - J1250-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 2 unknown6.49 Concentration Rank 1

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

6.49 82.85 ng 3393820 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.492 min): BF102392.D (-743) (-) m/z 132.00 100.00%
5000
68
% 620 640 6.60 680
40 54 : : :
o f 8 | ae_us | m/z 134.00 32.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR R
6.20 6.40 6.60 6.80
2 51 78 m/z 68.10 28.98%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 19.03%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 12.00%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102392.D

Acq On : 24 Jan 2018 16:30

Operator : SJ/JU

Sample - J1250-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 4 2-Hydroxy-iso-butyrophenone Concentration Rank 5

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

8.55 5.56 ng 323626 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 90
2 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 56
3 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 9
4 Propionic acid, 2-isopropoxy-, m... 146 C7H1403 1000151-15-1 9
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 9

Abundance Scan 1099 (8.551 min): BF102392.D (-1096) (-) m/z 59.00 100.00%
59
5000
77 105 S |
820 8.40 8.60 8.80
) I '|..|..i....',..9.1.,.|...1,2?...,.1‘.‘8..,.... - m/z 105.00 25.99%
m/iz--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 R I I UL R
8.20 8.40 8.60 8.80
43 77 105 m/z 77.00 24 .19%
31
0 J L1 ‘ 91 ‘\ 121 149
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59
820 840 8.60 880
5000 m/z 51.00 14 .69%
75 105
43
G L L L LN "'1?% T '|'1§? '|1§§' }?q T
m/iz--> 20 40 60 80 100 120 140 160 180
Abundance #4483: Butane, 2-methoxy-3-methyl- R R L A e
59 8.20 8.40 8.60 8.80
m/z 43.00 14 .49%
5000
29 43
0 |"Jk' Nb"‘ﬁi' ]}'I ?z"lp%" L N DU SR T R S R
m/iz--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102392.D

Acq On : 24 Jan 2018 16:30

Operator : SJ/JU

Sample - J1250-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 5 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.67 ng 159885 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 53
2 Pentadecane 212 C15H32 000629-62-9 53
3 Tetradecane 198 C14H30 000629-59-4 49
4 Heptadecane 240 C17H36 000629-78-7 49
5 Tetracosane 338 C24H50 000646-31-1 49
Abundance Scan 1374 (10.169 min): BF102392.D (-1367) (-) m/z 149.00 100.00%
149
5000
43 97 177
| 71 g5 105191 l 9.80 10.00 10.20 10.40
Obrrr ettt b b e b b e M/Z 57.00 24 40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57
43
71
5000 SRR SUNERR SRS B
85 9.80 10,00 10,20 10.40
29 m/z 177.10 20.96%
0 J L \‘ Loy %91}3127141155169183197211225239253 282
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 w"“l'“'fﬂ"w"wj
71 9.80 10.00 10.20 10.40
5000 g5 m/z 43.00 20.39%
29 9
oL15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane A L B e o
57 9.80 10.00 10.20 10.40
43 m/z 71.00 12.23%
71
5000 85
29
oL15 ‘\ Al ﬂ9113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102392.D

Acq On : 24 Jan 2018 16:30

Operator : SJ/JU

Sample - J1250-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.47 25.40 ng 1519950 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47
3 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
Abundance Scan 1425 (10.469 min):d) BF102392.D (-1419) (-) m/z 104.95 100.00%
105
77
5000 182
51 I | S
152 10.20 10.40 10.60 10.80
Ob et B3 8796 || 115126 139 27 165 i sz 77.00 58.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 AU SN BN B
10.20 10.40 10.60 10.80
o1 m/z 182.10 51.12%
27 39 | 63 | 126 152
mz-> 20 40 60 80 100 120 140 160 180
Abundance
105
10,20 10.40 10,60 10.80
5000 " m/z 51.00 23.14%
51
27
o 39 63 91 115 133 168
mz-> 20 40 60 80 100 120 140 160 180
Abundance #49083: Benzoy!| bromide e
105 10.20 10.40 10.60 10.80
m/z 181.10 8.43%
77
5000
51
27 38 H 62 mn 86 |
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102392.D

Acq On : 24 Jan 2018 16:30

Operator : SJ/JU

Sample - J1250-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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-Docosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.71 12.62 ng 443634 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 9-Tricosene, (2)- 322 C23H46 027519-02-4 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 1976 (13.710 min): BF102392.D (-1973) (-) m/z 57.05 100.00%
g3
5000 111
IR BN B
139 13.40 13.60 13.80 14.00
o A l A1 168 19821723525 280301322340 | “z7T43.05  97.01%
m/z--> 100 150 200 250 300
Abundance #151538: 1-Docosene
55
97
5000 AL AL AR
29 13.40 13.60 13.80 14.00
195 m/z 55.05 95.94%
04 2 il ‘\ ! 153 181 308
m/z--> 50 100 150 200 250 300 '
Abundance
43
69 IR BN B
97 13.40 13.60 13.80 14.00
5000 m/z 83.05 80.87%
125
oL 2 153 196 224
m/z--> 50 100 150 200 250 300 ' d_NNVWM*A”MMJ
Abundance #163018: 9-Tricosene, (2)- B A maa o
55 9 13.40 13.60 13.80 14.00
m/z 97.10 76 .40%
5000
125
29 ’ } 322 Vw,m,vw¢w~”~_J
ol [l W) 198 182 210 238 266 204 |
m/z--> 50 100 150 200 250 300 ' 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102392.D

Acq On : 24 Jan 2018 16:30

Operator : SJ/JU

Sample - J1250-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
2-Pentanone, 4-hy... 4.92 3.4 ng 139670 1 6.71 819263 20.0
unknown6 .49 6.49 82.8 ng 3393820 1 6.71 819263 20.0
2-Hydroxy-iso-but. .. 8.55 5.6 ng 323626 2 7.99 1165170 20.0
Eicosane 10.17 2.7 ng 159885 3 9.75 1196600 20.0
Benzophenone 10.47 25.4 ng 1519950 3 9.75 1196600 20.0
1-Docosene 13.71 12.6 ng 443634 5 13.87 703123 20.0
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