LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094718.D

Aca On : 30 Apr 2017 16:53

Operator : SJ/MA

Sample : 12860-06

Misc :

ALS Vial : 13 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-BF041717 .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 3.366 240 243 254 rBV 446207 463509 15.09% 2.245%
2 3.919 331 337 346 rBVY 1046642 1223338 39.82% 5.926%
3 4.319 402 405 420 rBV 590164 652175 21.23% 3.159%
4 4.696 466 469 477 rVB 266346 240891 7.84% 1.167%
5 5.390 583 587 600 rBV 314145 408213 13.29% 1.977%
6 5.513 604 608 621 rVB 1438135 1354953 44.11% 6.564%
7 5.760 647 650 660 rVB 666462 605189 19.70% 2.932%
8 5.943 676 681 684 rBY 1882689 1832775 59.66% 8.878%
9 6.413 756 761 764 rBVY 1592562 1504462 48.97% 7.288%
10 7.254 900 904 915 rVB 872712 816957 26.59% 3.957%

11 8.578 1124 1129 1133 rBV 3062749 3072062 100.00% 14.881%
12 9.084 1211 1215 1222 rBV 232706 221772 7.22% 1.074%
13 9.389 1260 1267 1277 rBV2 963769 975314 31.75% 4._.725%
14 10.366 1429 1433 1447 rBV 1037212 1089082 35.45% 5.276%

15 10.572 1464 1468 1475 rBV 37183 51674 1.68% 0.250%
16 11.213 1573 1577 1587 rBV 994883 966967 31.48% 4.684%
17 11.942 1697 1701 1710 rBV2 22391 36999 1.20% 0.179%
18 12.913 1860 1866 1873 rBV2 21863 31873 1.04% 0.154%
19 13.195 1908 1914 1917 rBV 2725485 3030712 98.65% 14.681%
20 14.354 2108 2111 2119 rBV3 28418 45022 1.47% 0.218%

21 14.466 2125 2130 2135 rBV 777866 829274 26.99% 4.017%
22 14.513 2135 2138 2142 rVB 32732 32369 1.05% 0.157%
23 15.483 2299 2303 2312 rBV 370941 445487 14.50% 2.158%
24 16.089 2402 2406 2413 rBV 487636 602811 19.62% 2.920%

25 16.195 2421 2424 2428 rVB 28291 31615 1.03% 0.153%

26 16.577 2485 2489 2497 rBV3 24644 38890 1.27% 0.188%

27 17.007 2558 2562 2570 rVB5 22050 39180 1.28% 0.190%
Sum of corrected areas: 20643565
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094718.D

Aca On : 30 Apr 2017 16:53

Operator : SJ/MA

Sample : 12860-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094718.D
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Abundance TIC: BF094718.D
3000000 8|58
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF094718.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094718.D

Aca On : 30 Apr 2017 16:53

Operator : SJ/MA

Sample : 12860-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.37 15.32 ng 463509 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 244 (3.372 min): BF094718.D (-240) (-) m/z 83.10 100.00%
55 83
5000
43 98
3.00 3.20 3.40 3.60 3.80
b A e m/z 55.10 85.41%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NSRS N
29 98 3.00 3.20 3.40 3.60 3.80
m/z 98.10 35.48%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
83
55 300 320 340 3.60 3.80
5000 43 m/z 43.00 34.19%
98
29
0 23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- T T
5 83 3.00 3.20 3.40 3.60 3.80
m/z 39.00 23.50%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A SN NS ——
m/z--> 10 20 30 40 50 60 70 8 90 100 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094718.D

Aca On : 30 Apr 2017 16:53

Operator : SJ/MA

Sample : 12860-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.92 40.43 ng 1223340 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 337 (3.919 min): BF094718.D (-331) (-) m/z 43.00 100.00%
43
59
5000
T Th ok b i
83 : : : :
o | A Y - <N N m/z 59.10 60.78%
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
5000 LA AR RN L L
59 360 3.80 4.00 420
m/z 101.10 23.31%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 380 400 420
5000 M m/z 58.10 15.00%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R R Rm Ry
43 3.60 3.80 4.00 4.20
m/z 41.10 9.40%
5000
101
15
A |
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l S SARESRE LE LRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094718.D

Aca On : 30 Apr 2017 16:53

Operator : SJ/MA

Sample : 12860-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

4.70 7.96 ng 240891 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 470 (4.701 min): BF094718.D (-466) (-) m/z 73.10 100.00%
43 7B
5000
55 g7 85 100 11|5 440 460 480 500
oSNNS VRS U A MBS MM M S m/z 43.00 93.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 IABERRARE SRRRERARRE AR
440 4.60 4.80 5.00
m/z 115.10 13.45%
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
30 73
3 440 460 480 500
5000 m/z 41.05 9.54%
o 1 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #3687: 1-Propen-2-ol, acetate
43 440 4.60 4.80 5.00
m/z 39.00 7.00%
5000
58
72
oL a3y 51 gs 1%
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094718.D

Aca On : 30 Apr 2017 16:53

Operator : SJ/MA

Sample : 12860-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.51 Concentration Rank 2

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

5.51 44_.78 ng 1354950 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 607 (5.507 min): BF094718.D (-604) (-) m/z 132.00 100.00%
5000 68
96 rrTrTTTTTT T T T T T T T T
40 47 5% 61 | | - | 104 5.20 5.40 5.60 5.80
N e S M/ UR || MM m/z 68.10 42.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 U S I I U
a1 o7 5.20 5.40 5.60 5.80
53 117 m/z 134.00 32.59%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 520 540 560 580
5000 m/z 66.00 26 .45%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L L L L B BN |
132 5.20 5.40 5.60 5.80
m/z 69.10 16.47%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094718.D

Aca On : 30 Apr 2017 16:53

Operator : SJ/MA

Sample : 12860-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Octabenzone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.48 14.78 ng 445487 Perylene-di12 16.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octabenzone 326 C21H2603 001843-05-6 99
2 1-Chloromethvl-1-heptvloxv-1-sil... 262 C13H27CI0Si 1000279-33-5 23
3 Phen-1.3-diol. 2-benzovl- 214 C13H1003 063411-81-4 23
4 1.2.4-Triazine-3.5(2H.4H)-dione.... 213 C4H2F3N302S 113307-05-4 12
5 Harmaline 214 C13H14N20 000304-21-2 10
Abundance Scan 2302 (15.477 min): BF094718.D (-2299) (-) m/z 213.10 100.00%
213
5000 137
105
oy 77 { 2 15120 1540 15160 1580
197 . . . .
0 ,....,|...'.',..'-..|,~....,.'..?,2.1..:,~..1.?,7..1..7,7....,.. N ....28.2]..,....,.“-... m/z 214.10 39.18%
m>mmmmmmmmmmmmmmmm
Abundance #166166: Octabenzone
213
5000 LR B B BRI S
137 1520 1540 15.60 15.80
s 105 326 m/z 137.00 37.68%
ob2z | ‘ 121 | 155172 197 | 249 269 308 H
m>i&&%@mmmmmmmmmmﬁ
Abundance
213
15.20 15.40 15.60 15.80
5000 a1 m/z 105.00 27 .04%
87 115
57
oh28 141 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72571: Phen-1,3-diol, 2-benzoyl- R R o o
213 15.20 15.40 15.60 15.80
27 m/z 41.05 18.32%
137
5000
0 168 196 JkNNMNMMwMA“NW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15. 40 15 60 15. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043017\
Data File : BF094718.D

Acq On : 30 Apr 2017 16:53

Operator : SJ/MA

Sample - 12860-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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]
3-Penten-2-one, 4. .. 3.37 15.3 ng 463509 1 5.76 605189 20.0
2-Pentanone, 4-hy... 3.92 40.4 ng 1223340 1 5.76 605189 20.0
2-Pentanone, 4-me... 4.70 8.0 ng 240891 1 5.76 605189 20.0
unknown5.51 5.51 44 .8 ng 1354950 1 5.76 605189 20.0
Octabenzone 15.48 14.8 ng 445487 6 16.09 602811 20.0
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