LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100421.D

Aca On - 11 Nov 2017 5:16 Instrument :
Operator : SJ/JU BNA_F

Sample - 16355-11 ClientSampleld :
Misc - 110317-SIDI-E-D-B
ALS Vial : 39 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 2.234 21 25 35 rvB 58605 94052 1.29% 0.220%
2 5.134 513 518 526 rVB 447030 548736 7.54% 1.284%
3 5.522 579 584 587 rBVY 2894960 2904611 39.91% 6.799%
4 6.522 749 754 757 rBVY 2212271 2066202 28.39% 4.836%
5 6.675 774 780 783 rBVY 4247552 4470767 61.43% 10.464%

6.898 815 818 822 rVB 1093638 1000001 13.74% 2.341%
7.063 841 846 849 rBV 4854870 5467484 75.12% 12.797%
7.475 908 916 919 rBV 3891825 5025238 69.04% 11.762%
8.181 1032 1036 1040 rBV 1409929 1199609 16.48% 2.808%
9.263 1214 1220 1223 rBV 5667683 7278259 100.00% 17.036%

=
QO ~NO®

11 9.645 1282 1285 1289 rBV 163631 128261 1.76% 0.300%
12 9.939 1329 1335 1348 rvVB 1289889 1227009 16.86% 2.872%
13 10.604 1445 1448 1451 rBV 187858 134961 1.85% 0.316%
14 10.651 1451 1456 1459 rBV 239031 191255 2.63% 0.448%
15 10.728 1464 1469 1472 rBV 2763257 2647351 36.37% 6.196%

16 11.422 1583 1587 1591 rBV 1140684 975449 13.40% 2.283%
17 13.016 1852 1858 1861 rBV2 4615786 5369176 73.77% 12.567%
18 14.063 2032 2036 2039 rBV 943299 853833 11.73% 1.999%
19 15.545 2282 2288 2298 rBV 508707 772387 10.61% 1.808%
20 16.010 2362 2367 2374 rVB2 89812 128884 1.77% 0.302%

21 16.527 2450 2455 2462 rVB2 85916 144115 1.98% 0.337%
22 17.139 2554 2559 2565 rVB2 50065 95938 1.32% 0.225%

Sum of corrected areas: 42723578
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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\BF111017\

BF100421.D

11 Nov 2017 5:16

SJ/Ju

16355-11

39 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

110317-SIDI-E-D-B
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100421.D

Aca On : 11 Nov 2017 5:16

Operator : SJ/JU

a?ggle i 16355-11 110317-SIDI-E-D-B
ALS Vial : 39 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.

5.13 10.97 ng 548736 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 517 (5.128 min): BF100421.D (-513) (-) m/z 42.95 100.00%
43.0
59.0
5000
| e ™ 70 500 520 Sh0
N 1 DN | MM P DS M m/z 59.00 52.43%
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 L LS UL I L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 15.55%
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
5000 41.0 m/z 58.00 14.57%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LA L L B L N L |
43.0 480 5.00 5.20 5.40
m/z 41.05 8.33%
5000
58.0
15‘.0 27\.0 | ‘\ L 72‘.0 109.0
R R R SRS RN ARAR RRARA RARSA RARAN LARAN AALA RALRS RS RARRY T T T T T T T
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\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100421.D

Aca On : 11 Nov 2017 5:16

Operator : SJ/JU

a?ggle i 16355-11 110317-SIDI-E-D-B
ALS Vial : 39 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 unknown6.67 Concentration Rank 2

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

6.67 89.42 ng 4470770 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 779 (6.669 min): BF100421.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBE ARSI S
401 4 | 6.40 6.60 6.80 7.00
o....,...:Il!..:,:!..,::.-.',..75',0....,..!.,?1??:?.1.1.7.-?...., | | m/z 68.10 42.06%
m/z--> 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
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
210 510 m/z 134.00 32.16%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 26 .86%
33.0 44.0 0.0 105.0
o 600 "7 g0.0 115.0
R IR TN SIS SURILR I LIS SIS B AL S SRR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal S
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.09%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0”'%'”jPM”””“W“LlPme”'W'M'quo”'ﬁ'”'”t” T IREBE ARSI S
m/z--> 30 50 60 70 80 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\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100421.D

Aca On : 11 Nov 2017 5:16

Operator : SJ/JU

Sample : 16355-11

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L

TIC Library :

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 Triethyl citrate

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.60 2.20 ng 134961 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 40
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-79-9 36
5 2-Chlorobenzoic acid, tetradecyl... 352 C21H33CI02 1000292-42-9 33
Abundance Scan 1447 (10.598 min): BF100421.D (-1445) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0
| 87.0 203.1 10.20 10.40 10.60 10.80 11.00
O N | O e . m/z 115.00  45.52%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
29.0 REUL BRI SR B
2000 115.0 10.20 10.40 10.I60 10.80 11.00
203.0 m/z 43.00 27 .25%
o se0 80 | 2310 _ 277.0
m/z--> 50 100 150 200 250 300 350
Abundance
157.0
10.20 10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 11.75%
87.0
188.0
R L I L L WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #191456: Piperazine-1-carboxylic acid, 4-(5-chloro-2-metho... s
157.0 10.20 10.40 10.60 10.80 11.00
m/z 158.00 9.34%
5000
56.0
85.0
NI O T 205023402620  317.0 3620 .
m/z--> 50 100 150 200 250 300 350 1020 10.40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100421.D

Aca On : 11 Nov 2017 5:16

Operator : SJ/JU

Sample : 16355-11

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 5 Benzophenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.65 3.12 ng 191255 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
3 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
4 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 47
5 Benzoyl bromide 184 C7H5BrO 000618-32-6 47

Abundance Scan 1456 (10.651 min): BF100421.D (-1451) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 Y | S
1260 1520 10.40 10.60 10.80 11.00
O e e e e e e m/z 77.00 59.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47241: Benzophenone
105.0
77.0
5000 L UL BRI UL B
182.0 1040 10,60 10.80 11.00
51.0 m/z 182.10 51.47%
o 27.0 | A | 126.0 152 0
m/z--> ﬁo Jo eb 86 160 150 140 1éo 1§0 260 220
Abundance
105.0
" 10.40 10,60 10.80 11.00
5000 77.0 m/z 51.00 23.96%
51.0
0 27.0 141.0 198.0
m/z--> ﬁo Jo eb 86 160 150 150 1éo 1§0 260 220
Abundance #71680: 1-Propanone, 2-bromo-1-phenyl- R e
105.0 10.40 10.60 10.80 11.00
m/z 181.10 9.31%
5000 770
51.0
o 27.0 | ‘ 133.0 2120
m/z--> ﬁo Jo eb 86 160 150 140 1éo 1§0 260 220 1020 1060 1080 1100
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100421.D

Aca On : 11 Nov 2017 5:16

Operator : SJ/JU

a?ggle i 16355-11 110317-SIDI-E-D-B
ALS Vial : 39 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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.01 3.34 ng 128884 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Triacontane 422 C30H62 000638-68-6 86
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 80
5 Heptacosane 380 C27H56 000593-49-7 74
Abundance Scan 2367 (16.010 min): BF100421.D (-2362) (-) m/z 57.05 100.00%
51.0
5000
99.1 LRI IR SRR SUNRA
1411 1930 15.60 15.80 16.00 16.20 16.40
(I P 0 ' A e — m/z 71.10 63.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000
15.60 15.80 16.00 16.20 16.40
99.0 m/z 43.10 59.89%
0250, | LA H‘ | 1410 1830 2400
m/z--> 5 100 150 200 250 300 350 400
Abundance
57.0
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.10 51.52%
99.0
oL.250 141.0 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.05 20.85%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100421.D

Aca On : 11 Nov 2017 5:16

Operator : SJ/JU

a?ggle i 16355-11 110317-SIDI-E-D-B
ALS Vial : 39 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 8 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.14 2.48 ng 95938 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Pentacosane 352 C25H52 000629-99-2 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 2559 (17.139 min): BF100421.D (-2554) (-) m/z 57.05 100.00%
57.0
5000
16,80 17.00 17.20 17.40
(o} m/z 71.10 64 .36%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000
16.80 17.00 17.20 17.40
99.0 m/z 43.05 59.11%
027‘\0‘\“ h i \\ | }410 1830 2250 2810 337.0  394.0
m/z--> 50 100 150 260 2éo 360 3%0 '
Abundance
57.0
16,80 17.00 17.20 17.40
5000 m/z 85.05 46.31%
99.0
o270 141.0 1830 2250 267.0 3000 352.0
m/z--> §0 160 150 260 250 360 3%0 '
Abundance #129490: Eicosane
57.0 16.80 17.00 17.20 17.40
m/z 55.00 19.53%
5000
99.0
mz-> 850 H 00 150' ' zc')o' " '300' R 16,80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA_ F\DATA\BF111017\

Data File : BF100421.D

Acq On : 11 Nov 2017 5:16

Operator : SJ/JU

a?ggle i 16355-11 110317-SIDI-E-D-B
ALS Vial : 39 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... 5.13 11.0 ng 548736 1 6.90 1000000 20.0
unknown6 .67 6.67 89.4 ng 4470770 1 6.90 1000000 20.0
Triethyl citrate 10.60 2.2 ng 134961 3 9.94 1227010 20.0
Benzophenone 10.65 3.1 ng 191255 3 9.94 1227010 20.0
Heptadecane 16.01 3.3 ng 128884 6 15.54 772387 20.0
Octacosane 17.14 2.5 ng 95938 6 15.54 772387 20.0
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