LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111417\
Data File : BF100549.D

Aca On : 14 Nov 2017 18:15

Operator : SJ/JU

Sample : 16388-15

Misc :

ALS Vial : 14 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 2.199 17 19 26 rvB2 21524 30221 1.21% 0.139%
2 5.116 510 515 524 rVB 364721 467835 18.67% 2.150%
3 5.510 576 582 585 rBY 2293884 2440792 97.40% 11.219%
4 6.510 746 752 762 rBVY 2405888 2506034 100.00% 11.519%
5 6.651 772 776 780 rBY 2397164 2417641 96.47% 11.113%

6.886 812 816 819 rVB 843894 746824 29.80% 3.433%
7.039 838 842 846 rBV 2108316 1913211 76.34% 8.794%
7.445 906 911 914 rBV 1653202 1494431 59.63% 6.869%
8.163 1029 1033 1037 rBvV 975952 929874 37.11% 4.274%
8.716 1123 1127 1130 rBV 146672 117967 4.71% 0.542%

=
QO ~NO®

11 9.239 1211 1216 1219 rBV 2787001 2442011 97.45% 11.225%
12 9.627 1278 1282 1285 rBV 213319 166160 6.63% 0.764%
13 9.922 1328 1332 1335 rBvV 995919 831089 33.16% 3.820%
14 10.627 1449 1452 1456 rBV 299021 260125 10.38% 1.196%
15 10.710 1462 1466 1469 rBV 1176305 1089538 43.48% 5.008%

16 11.404 1581 1584 1588 rBV 779201 702668 28.04% 3.230%
17 12.986 1849 1853 1857 rBV 1791662 1771704 70.70% 8.144%

18 13.874 2000 2004 2011 rBvV 71271 88230 3.52% 0.406%

19 14.045 2029 2033 2036 rBv 830059 738601 29.47% 3.395%

20 15.151 2218 2221 2224 rVB2 27964 30571 1.22% 0.141%

21 15.521 2279 2284 2291 rVB 404994 532202 21.24% 2.446%

22 15.974 2358 2361 2366 rVB3 27442 37271 1.49% 0.171%
Sum of corrected areas: 21755000
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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\

BF100549.D

14 Nov 2017 18:15

SJ/Ju

16388-15

14 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
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100549.D

Aca On : 14 Nov 2017 18:15

Operator : SJ/JU

Sample : 16388-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 12.53 ng 467835 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 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 516 (5.122 min): BF100549.D (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 U A R L UL
| 83.0 | 4.80 500 5.20 5.40
Ot e e e e m/z 59.00 55.25%
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 AR SRS LR LR
4.80 500 5.20 5.40
59.0 m/z 101.00 18.66%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 1.0 m/z 58.00 15.43%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime I s e
43.0 4.80 500 5.20 5.40
m/z 41.05 8.46%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100549.D

Aca On : 14 Nov 2017 18:15

Operator : SJ/JU

Sample : 16388-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 2 unknown6.65 Concentration Rank 1

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

6.65 64.74 ng 2417640 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
2 1-Methvilpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 776 (6.651 min): BF100549.D (-772) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IR IS L R L
401 g4 | 6.40 6.60 6.80 7.00
0 ..,....,....,...:,".'...,:!..,::.-.|,..':.,f.‘?.?,..!.,.':..,1.1.“?9,...., I m/z 68.10 40.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A e
6.40 6.60 6.80 7.00
33.0 44.0 0.0 105.0 m/z 134.00 32.35%
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.0 7.00
5000 m/z 66.00 25.64%
104.0
39.0 51.0 65.0 780 91.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R N Ry
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.12%
5000
150 280 390 520 830 770 900 1040 .., |
miz> 10 2 % 40 50 60 70 8 90 100 110 150 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100549.D

Aca On : 14 Nov 2017 18:15

Operator : SJ/JU

Sample : 16388-15

Misc :

ALS Vial : 14 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 2.54 ng 117967 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 56
3 Propionic acid. 2-isopropoxv-., m... 146 C7H1403 1000151-15-1 23
4 Ethane. 1l.1-dimethoxv- 90 C4H1002 000534-15-6 9
5 Guanidine 59 CH5N3 000113-00-8 7
Abundance Scan 1128 (8.722 min): BF100549.D (-1123) (-) m/z 59.00 100.00%
59.0
5000
105.0
430 770 LA L L L L LB LB LB LB
| | 911 | 121.1 8.40 8.60 8.80 9.00
O I o e e e e e e I m/z 105.00 28.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 LA L L L L L L LB L |
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 23.93%
oL 290 dor 91.0 ‘\ 121.0 149.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 880 9.00
5000 m/z 106.00 16.83%
75.0 105.0
43.0
0 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester e
59.0 8.40 8.60 8.80 9.00
m/z 43.00 16.35%
5000
29.0 43.0
oL o, 74.0 87.0 10301160
m/z--> 2IO 4IO 6|0 8|0 l(I)O 12|0 14|10 léO 18|0 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 : BF100549.D

Aca On : 14 Nov 2017 18:15

Operator : SJ/JU

Sample : 16388-15

Misc :

ALS Vial : 14 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 6.26 ng 260125 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene. (E)- 182 C12H10N2 017082-12-1 59
3 Azobenzene 182 C12H10N2 000103-33-3 59
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 47

Abundance Scan 1452 (10.627 min): BF100549.D (-1449) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 I | R
10.40 10.60 10.80 11.00
152.0
O 80 I 6340 ) 910 ) 1261 e L m/z 77.00 62.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 LI IR UL S B
510 10.40 10.60 10.80 11.00
' m/z 182.10 47 .83%
ol 270 ! A 1260 1520 I
mz-> 20 40 60 80 100 120 140 160 180
Abundance
77.0
10,40 10.60 10.80 11.00
5000 m/z 51.00 25.21%
510 182.0
oL 270 64.0 91.0 1050 1280 1520
mz-> 20 40 60 80 100 120 140 160 180
Abundance #47122: Azobenzene R e
71.0 10.40 10.60 10.80 11.00
m/z 181.10 8.22%
5000
°1.0 182.0
105.0 '
0 380 | 640 | o910 128.0 15ﬁ0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100549.D

Aca On : 14 Nov 2017 18:15

Operator : SJ/JU

Sample : 16388-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 6 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.39 ng 88230 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
Abundance Scan 2003 (13.868 min): BF100549.D (-2000) (-) m/z 55.05 100.00%
540
83.0
5000 111.0 M”L\/\/M
139.0 209.0 '13.60 13.80 14.00 14.20
Obrreprr il m/z 57.00 99.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000 111.0 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
m/z 43.10 85.36%
29.0 139.0 1670
oLerrr NI .0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
'13.60 13.80 14.00 14.20
5000 111.0 m/z 83.05 80.86%
29.0 139.0

167.0 195.0222.0 250.0 280.0 308.0 336.0

§

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol e e B
55,0 83.0 13.60 13.80 14.00 14.20
m/z 69.05 78.66%
” M/A\/wav
29.0
o I 1390167.0 106.0  238.0 266.0294.0
Asaanseaaesieate R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111417\
Data File : BF100549.D

Acq On : 14 Nov 2017 18:15

Operator : SJ/JU

Sample - 16388-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .M
Quant Title : 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... 5.12 12.5 ng 467835 1 6.89 746824 20.0
unknown6 .65 6.65 64.7 ng 2417640 1 6.89 746824 20.0
2-Hydroxy-iso-but. .. 8.72 2.5 ng 117967 2 8.17 929874 20.0
Benzophenone 10.63 6.3 ng 260125 3 9.92 831089 20.0
Behenic alcohol 13.87 2.4 ng 88230 5 14.04 738601 20.0
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