LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101517\
Data File : BF099527.D
Aca On : 15 Oct 2017 21:36 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 15821-04 PSB-6B-18-18.5-BGS
ALS Vial : 23 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-BF092317.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 5.069 503 507 518 rBV 243323 315183 17.30% 2.049%
2 5.469 571 575 591 rBY 1886319 1789537 98.22% 11.635%
3 6.481 743 747 759 rBVY 1827411 1806001 99.12% 11.742%
4 6.616 766 770 773 rBVY 2107553 1822059 100.00% 11.847%
5 6.845 805 809 817 rBB 525770 450068 24.70% 2.926%

6.998 831 835 839 rBV 1678786 1411584 77.47% 9.178%
7.410 901 905 908 rBV 1170718 1037779 56.96% 6.748%
8.122 1023 1026 1041 rBV 584555 551700 30.28% 3.587%
138386 110249 6.05% 0.717%
9.198 1205 1209 1212 rBV 2099828 1721290 94.47% 11.192%
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11 9.592 1273 1276 1285 rBV 308760 231025 12.68% 1.502%
12 9.881 1321 1325 1332 rVB 581176 491290 26.96% 3.194%
13 10.592 1442 1446 1449 rBvV 467220 346774 19.03% 2.255%
14 10.669 1456 1459 1469 rBV 843565 757856 41.59% 4.928%
15 11.369 1575 1578 1582 rBV 504900 395954 21.73% 2.574%

16 12.951 1843 1847 1850 rBV 1463111 1211806 66.51% 7.879%
17 13.833 1994 1997 2005 rBV2 32276 47409 2.60% 0.308%

18 14.010 2024 2027 2034 rBV 479970 450975 24.75% 2.932%
19 15.486 2272 2278 2284 rBV 326490 431542 23.68% 2.806%

Sum of corrected areas: 15380081
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101517\

Data File : BF099527.D

Aca On : 15 Oct 2017 21:36

Operator : SJ/JU

ﬁ?ggle i 15821-04 PSB-6B-18-18.5-BGS
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF099527.D

2000000 62

5.47 6.48

7.00

1500000

7.41

1000000

6.85
500000

5.07

0

5.00
TIC: BF099527.D

5.50

6.00

P
Time--> 6.50

Abundance
2000000

1500000 12.95

1000000
10.67

9.88

500000 10. 1137

9.59

|

9.50

13.00

13.50

12.00 12.50

11.50

10.50 11.00
TIC: BF099527.D

0
Time--> 10.00

Abundance
2000000

1500000

1000000

500000 14.01

15.49

13.83

14.00 14.50

19.00

18.00 18.50

17.00 17.50

16.00

16.50

15.00 15.50

Time-->
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101517\

Data File : BF099527.D

Aca On : 15 Oct 2017 21:36

Operator : SJ/JU

ﬁ?ggle i 15821-04 PSB-6B-18-18.5-BGS
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 4

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

5.07 14.01 ng 315183 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (5.069 min): BF099527.D (-503) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 480 5.00 5.20 5.40
o} Y Y s M m/z 59.00 57.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN S IR
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 22.01%
27.0 -
0'W””P'”P”W”'W””Pdmg'ﬁiqP'”P”W”'W””P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 210 m/z 58.10 16.15%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- e
59.0 4.80 500 5.20 5.40
31.0 m/z 41.00 9.12%
5000
3.0 73.0
15\'0 A‘ \ | ‘ ‘ 87.0 102.0
G e B RN AR AR RN AR AR RARAN AR LAAS) SARS RSN EARRY R RN LS UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099527.D

Aca On : 15 Oct 2017 21:36

Operator : SJ/JU

Sample : 15821-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2 unknown6.62 Concentration Rank 1

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

6.62 80.97 ng 1822060 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 771 (6.622 min): BF099527.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 N 640 BE0 6RO 700
401 540 6.20 6.40 6.60 6.80 7.00
0 e m/z 134.00 34.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R R UL LR
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 30.87%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 18.25%
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
Abundance #52379: Tranylcypromine-propionyl R m s B
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 12.46%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SR | G
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101517\

Data File : BF099527.D

Aca On : 15 Oct 2017 21:36

Operator : SJ/JU

ﬁ?ggle i 15821-04 PSB-6B-18-18.5-BGS
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 5

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

8.68 4.00 ng 110249 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 Acetic acid. chloro-. methvl ester 108 C3H5CIO2 000096-34-4 9
4 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 9
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1121 (8.681 min): BF099527.D (-1118) (-) m/z 59.00 100.00%
59.0
5000
770 105.0
43.0 UL R R R
8.40 8.60 8.80 9.00
ot b g oo | r210 05,00 29. 24
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 UL L R R
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 25.62%
o 200 | | | . 91.0 M 1210 149.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 860 8.80 9.00
5000 m/z 106.00 16.56%
75.0 105.0
43.0
0 121.0 1490 165.0180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5227: Acetic acid, chloro-, methyl ester R e e
59.0 8.40 8.60 8.80 9.00
m/z 43.00 16.01%
5000| .o
77.0
29.0 ‘
3 108.0
0"”W'J“'ﬁ“m'I”"'P"'I'l”l""l”"I"'W"
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101517\

Data File : BF099527.D

Aca On : 15 Oct 2017 21:36

Operator : SJ/JU

ﬁ?ggle i 15821-04 PSB-6B-18-18.5-BGS
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 5 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.59 14.12 ng 346774 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 47
3 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BroO 002114-00-3 47
5 _alpha.,.alpha.-Dichloroacetophe... 188 C8H6CI20 002648-61-5 47
Abundance Scan 1446 (10.592 min): BF099527.D (-1442) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
e 10120 10,40 10,60 10,8 1100
152.1 : : : :
0 ..,...3.7-,0..'|..,...:-,.?1.-9,.'...,12.6;‘?.,..:. B m/z 77.00 59.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 LIRS AR SUNL B
510 10.20 10.40 10.60 10.80 11.00
: m/z 182.10 48.89%
o200 ! Al 1260 1520 !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
10.20 10.40 10.60 10.80 11.00
5000 77.0 m/z 51.00 19.88%
51.0
o 270 91.0 133.0 168.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21531: Benzenepropanenitrile, .beta.-oxo- e Bame L
105.0 10.20 10.40 10.60 10.80 11.00
m/z 181.10 7.85%
77.0
5000
51.0
0 27.0 ‘ 910 | 145.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101517\

Data File : BF099527.D

Aca On : 15 Oct 2017 21:36

Operator : SJ/JU

ﬁ?ggle i 15821-04 PSB-6B-18-18.5-BGS
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Hexacosanol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.83 2.10 ng 47409 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 83
2 n-Tetracosanol-1 354 C24H500 000506-51-4 72
3 n-Nonadecanol-1 284 C19H400 001454-84-8 59
4 1-Eicosanol 298 C20H420 000629-96-9 59
5 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 47

Abundance Scan 1996 (13.827 min): BF099527.D (-1994) (-) m/z 69.05 100.00%
69.0
410 9.0
5000
125.1
|| | 2070 13.60 13.80 14.00 14.20
ol e — B B ST m/z 54.95 96.83%
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43.0
5000 83.0 R AR R
13.60 13.80 14.00 14.20
1110 m/z 57.00 94 .08%
o 140M‘\ w M‘M\ALJf 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 ‘
" 13.60 13.80 14.00 14.20
5000 83.0 m/z 43.00 87 .25%
111.0
o 15/0 140.0168.0196.0 238.0266.0 308.0336.0
m/z--> 50 100 150 200 250 300 350
Abundance #131392: n-Nonadecanol-1 N R o o SEME
43.0 13.60 13.80 14.00 14.20
m/z 83.00 76.41%
111.0
o 1@0‘ Il |’{{‘L1 140.0168.0196.0 238.0266.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF101517\

Data File : BF099527.D

Acq On : 15 Oct 2017 21:36

Operator : SJ/JU

3?22'6 i 15821-04 PSB-6B-18-18.5-BGS
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.07 14.0 ng 315183 1 6.85 450068 20.0
unknown6 .62 6.62 81.0 ng 1822060 1 6.85 450068 20.0
2-Hydroxy-iso-but. .. 8.68 4.0 ng 110249 2 8.13 551700 20.0
Benzophenone 10.59 14.1 ng 346774 3 9.88 491290 20.0
1-Hexacosanol 13.83 2.1 ng 47409 5 14.01 450975 20.0
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