LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\

Data File : BF100544.D

Aca On : 14 Nov 2017 15:58 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22 le 16301-01 JC-02-11091p7-A
ALS Vial : 9 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-BF110817.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 5.110 510 514 523 rBV 449852 596038 20.78% 2.334%
2 5.504 576 581 585 rBVY 2480882 2701042 94.18% 10.578%
3 6.510 747 752 762 rVB 2411717 2868069 100.00% 11.232%
4 6.657 772 777 780 rBVY 2680369 2683291 93.56% 10.509%
5 6.887 812 816 819 rBV 945552 789357 27.52% 3.091%
6 7.040 838 842 846 rBVY 2177775 2038484 71.08% 7.983%
7 7.445 906 911 914 rBVY 1730136 1708538 59.57% 6.691%
8 8.169 1029 1034 1036 rBvY 1079596 985077 34.35% 3.858%
9 8.716 1121 1127 1130 rBV 261964 220064 7.67% 0.862%
10 9.239 1211 1216 1219 rBvV 2893976 2521307 87.91% 9.874%

11 9.628 1279 1282 1286 rVB 439072 372785 13.00% 1.460%
12 9.922 1327 1332 1335 rBV 1094149 926437 32.30% 3.628%
13 10.633 1447 1453 1456 rBV 725950 604020 21.06% 2.366%
14 10.710 1461 1466 1469 rBV 1431269 1296336 45.20% 5.077%

15 10.828 1481 1486 1489 rBV2 38237 40428 1.41% 0.158%
16 11.292 1563 1565 1571 rVB5 27400 33743 1.18% 0.132%
17 11.404 1581 1584 1587 rBV 872672 790829 27.57% 3.097%
18 11.427 1587 1588 1591 rVB 90909 58542 2.04% 0.229%
19 11.639 1617 1624 1630 rBVS8 16453 42622 1.49% 0.167%
20 11.922 1667 1672 1679 rBV3 58283 85918 3.00% 0.336%
21 12.022 1686 1689 1691 rBV2 32992 34512 1.20% 0.135%
22 12.457 1760 1763 1766 rBV 26255 29176 1.02% 0.114%
23 12.616 1787 1790 1794 rBV 215194 191475 6.68% 0.750%
24 12.657 1794 1797 1800 rVvVv 96780 78415 2.73% 0.307%
25 12.710 1803 1806 1810 rBV3 21835 29188 1.02% 0.114%

26 12.845 1824 1829 1833 rBV2 182726 214907 7.49% 0.842%
27 12.992 1849 1854 1857 rBV 1789596 1743340 60.78% 6.828%

28 13.174 1883 1885 1888 rVB 48113 36071 1.26% 0.141%
29 13.239 1894 1896 1900 rVB 39643 29490 1.03% 0.115%
30 13.274 1900 1902 1905 rBVZ2 31439 32071 1.12% 0.126%
31 13.874 2002 2004 2011 rVB3 71611 82069 2.86% 0.321%
32 14.045 2026 2033 2036 rBV 829629 892685 31.12% 3.496%
33 14.068 2036 2037 2039 rVB 114883 62588 2.18% 0.245%
34 15.086 2207 2210 2213 rBV 72666 96508 3.36% 0.378%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100544.D

Aca On : 14 Nov 2017 15:58

Operator : SJ/JU

ﬁ?ggle i 16301-01 JC-02-110917-A
ALS Vial : 9 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.451 2270 2272 2277 rBV 60454 72427 2.53% 0.284%

36 15.521 2280 2284 2293 rVB 411998 545910 19.03% 2.138%

Sum of corrected areas: 25533759
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\
BF100544.D

14 Nov 2017 15:58

SJ/JU

16301-01

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

JC-02-110917-A
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100544.D

Aca On : 14 Nov 2017 15:58

Operator : SJ/JU

ﬁ?ggle i 16301-01 JC-02-110917-A
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.11 15.10 ng 596038 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 514 (5.110 min): BF100544.D (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
tout 480 500 520 540
Ol 890 830 | ama e s e s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR sk sk ko
0
150 a0 1010 m/z 101.10 17.48%
0 T \. . . 83.0 . ‘
RS I SULIR SO SO SO UL IR SULILL SULILSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 14_.10%
20.0 101.0
0 15.0 73.0 83.0
RS IR SULIUR SO SO SO UL IR SULILL SULILSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A R b AR
59.0 4.80 500 5.20 5.40
m/z 41.00 8.14%
5000 41.0
31.0
69.0 870
15.0 ‘MH AR y 98.0 .
s R RS UL RS IS LR RS LA ALY SAASS AR R UL R AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100544.D

Aca On : 14 Nov 2017 15:58

Operator : SJ/JU

ﬁ?ggle i 16301-01 JC-02-110917-A
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.66 Concentration Rank 1

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

6.66 67.99 ng 2683290 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 777 (6.657 min): BF100544.D (-772) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSP SRS RAARE SAN
401 40 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..:,:!..,.:l-.'...'..,??.9,..!.,310.7.,1....,...., I m/z 68.10 38.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U R R R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.36%
0'W'”'P'”I”J“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.47%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #14491: 5-Aminoindole LA LA L L L BB
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.51%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 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\BF111417\

Data File : BF100544.D

Aca On : 14 Nov 2017 15:58

Operator : SJ/JU

ﬁ?ggle i 16301-01 JC-02-110917-A
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

8.72 4_47 ng 220064 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 64
3 Guanidine 59 CH5N3 000113-00-8 7
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 5
5 2-Butanone, 1-chloro- 106 C4H7CIO 000616-27-3 5

Abundance Scan 1128 (8.722 min): BF100544.D (-1121) (-) m/z 59.00 100.00%
59.0
5000
77.0 105.0
43.0 AR SR SRS AR
8.40 8.60 8.80 9.00
o b b hoto | 1210 705,00 28.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 AR SRR SRS AR
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 24 .52%
o 200 | | | . 91.0 M 1210 149.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 880 9.00
5000 m/z 43.00 15.98%
75.0 105.0
43.0
0 121.0 1490 165.0180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #256: Guanidine T TR
43.0 59.0 8.40 8.60 8.80 9.00
m/z 106.00 15.62%
5000{ 18.0
0"'”I“H'WH"'i""P"'I""I'”'I""I"”I" AR SRR LR AR
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\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100544.D

Aca On : 14 Nov 2017 15:58

Operator : SJ/JU

Sample : 16301-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.63 13.04 ng 604020 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 47
4 Benzenebutanoic acid. .aamma.-oxo- 178 C10H1003 002051-95-8 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47

Abundance Scan 1452 (10.628 min): BF100544.D (-1447) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
1521 10.40 10.60 10.80 11.00
bbb et e 20 e e e e || M/Z 77.00 65 40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47241: Benzophenone
105.0
77.0
5000 RSN BRI SULELS B I
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 48.84%
0 27.0 \ ul 126.0 152.0 li
m/z--> 25 45 eb éo 160 150 150 1éo 1éo 260 250
Abundance
105.0
"' 10.40 1060 10.80 11.00
m/z 51.00 28.63Y%
5000 770 0
51.0
o 27.0 133.0 212.0
m/z--> 25 45 eb éo 160 150 150 1éo 1éo 260 250
Abundance #34635: N-Methoxy-N-methylbenzamide R o
105.0 10.40 10.60 10.80 11.00
m/z 50.00 9.02%
77.0
5000
51.0
0 28.0 | | 134.0  165.0
m/z--> 2'0 4'0 6|0 8IO 1c')o 12'0 140 1('30 15';0 2(')0 250 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\BF111417\

Data File : BF100544.D

Aca On : 14 Nov 2017 15:58

Operator : SJ/JU

ﬁ?ggle i 16301-01 JC-02-110917-A
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.17 ng 85918 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Trehalose 342 C12H22011 000099-20-7 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 1672 (11.922 min): BF100544.D (-1667) (-) m/z 73.00 100.00%
43.0 73.0
5000
128.9
213.2
98.0 157.1 185.1
256.1 11.60 11.80 12.00 12.20
(o} m/z 43.05 94 _.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
o WW
5000 129.0 UL B SULLILN B B
83.0 nmnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 60.00  72.00%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 68.46%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid AR e R RE
73.0 11.60 11.80 12.00 12.20
m/z 41.00 65.99%
5000 43.0 129.0
185.0
H 97.0 228.0
0”"””'””"'\: ‘ “W...h‘l‘ .‘.‘ |..‘..|‘..1.5.7‘?.‘.. ””\”” ....|....|. RN ERREE T
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111417\

Data File : BF100544.D

Acg On : 14 Nov 2017 15:58

Operator : SJ/JU

3?22'6 i 16301-01 JC-02-110917-A
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.11 15.1 ng 596038 1 6.89 789357 20.0
unknown6 .66 6.66 68.0 ng 2683290 1 6.89 789357 20.0
2-Hydroxy-iso-but. .. 8.72 4.5 ng 220064 2 8.17 985077 20.0
Benzophenone 10.63 13.0 ng 604020 3 9.92 926437 20.0
n-Hexadecanoic acid 11.92 2.2 ng 85918 4 11.40 790829 20.0
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