LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\

Data File : BF093216.D

Aca On : 27 Feb 2017 20:40 Instrument :
Operator : SJ/MA BNA_F

Sample  : 11996-06 St )
Misc i E2-AAB-SWW
ALS Vial : 5 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-BF013017.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 3.150 91 93 114 rBV 33192 152198 3.16% 0.341%
2 4.990 251 254 265 rBVY 1329415 2040517 42.34% 4_.567%
3 5.424 290 292 295 rBVY 3822630 4307590 89.38% 9.641%
4 6.464 380 383 386 rBY 3247668 4819236 100.00% 10.786%
5 6.590 391 394 396 rBVY 4486456 4455144 92 .45% 9.971%
6 6.819 411 414 416 rBV 869882 993572 20.62% 2.224%
7 6.967 425 427 430 rBVY 2855047 3366983 69.87% 7 .536%
8 7.390 460 464 466 rBV 2232825 3140184 65.16% 7.028%
9 8.099 524 526 529 rBVY 1496419 1337823 27.76% 2.994%
10 9.185 617 621 623 rBY 3281799 4795092 99.50% 10.732%
11 9.573 653 655 658 rBV 995848 1040918 21.60% 2.330%
12 9.791 670 674 677 rBV 32404 56949 1.18% 0.127%
13 9.859 677 680 682 rVB 1400827 1499681 31.12% 3.356%
14 10.282 713 717 719 rBV 67664 94046 1.95% 0.210%
15 10.511 734 737 740 rBV 29542 58217 1.21% 0.130%

16 10.648 746 749 752 rBV 2304110 2663897 55.28% 5.962%
17 10.762 756 759 762 rVvV 106127 139712 2.90% 0.313%
18 11.208 796 798 799 rBV 112813 102120 2.12% 0.229%
19 11.345 807 810 812 rBV 1600470 1546077 32.08% 3.460%
20 11.631 833 835 838 rBv2 55633 56469 1.17% 0.126%

21 12.191 882 884 891 rvVvB3 53207 84483 1.75% 0.189%
22 12.934 946 949 951 rVB 3864152 4134971 85.80% 9.254%
23 13.825 1024 1027 1034 rBV 312557 467752 9.71% 1.047%
24 13.985 1038 1041 1043 rBV 1468945 1437669 29.83% 3.218%

25 14.454 1078 1082 1086 rBV5 29779 82833 1.72% 0.185%
26 14.728 1103 1106 1109 rBV2 60316 100891 2.09% 0.226%
27 14.808 1111 1113 1118 rVB 38047 48365 1.00% 0.108%
28 15.414 1163 1166 1169 rBV 937273 1243644 25.81% 2.783%
29 15.825 1199 1202 1204 rBV 50613 69847 1.45% 0.156%
30 15.883 1204 1207 1210 rBV3 34205 69680 1.45% 0.156%
31 16.294 1240 1243 1250 rVB2 48844 104557 2.17% 0.234%
32 16.843 1288 1291 1297 rVB2 38283 84982 1.76% 0.190%
33 17.494 1344 1348 1353 rVB 31134 85442 1.77% 0.191%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093216.D

Aca On : 27 Feb 2017 20:40

Operator : SJ/MA

Sample : 11996-06

Misc :

ALS Vial : 5 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 44681541
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093216.D

Aca On : 27 Feb 2017 20:40

Operator : SJ/MA

Sample : 11996-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093216.D

4000000 5.42

6.46
3000000 6.97

7.39
2000000

4.99
1000000 6.82

3.15 t k

e s s T S L S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093216.D

4000000 12.93

9.18
3000000

10.65

2000000
11.34
8. 10 9 X 86

1000000 9.57

0.76 11.2 . )
9. 10.2810.5 0. 11.63 12.19

ot e e e e e e e e e

T
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: BF093216.D

4000000

3000000

2000000
13.99

1000000 15.41

3.83
14.45 141431 13838 16.29 16.84 17.49
e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093216.D

Aca On : 27 Feb 2017 20:40

Operator : SJ/MA

Sample : 11996-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 (S)-(+)-1,2-Propanediol Concentration Rank 5

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

3.15 3.06 ng 152198 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 74
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
5 2,3-Butanediol 90 C4H1002 000513-85-9 9

Abundance Scan 93 (3.150 mm) BF093216.D (-91) (-) m/z 45.10 100.00%
4|:
5000 [\\\‘«\\_N__ﬂ_
SRt
30 551610 g5.8 280 3.00 3.20 3.0
“P“WMW““W“P“WMW““RL‘“wmw”“W“v“WMW““W“v“wmw m/z 43.00 14.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #930: (S)-(+)-1,2-Propanediol
45.0
5000 LN I N R L I
2.80 3.00 3.20 3.40
m/z 44.00 5.90%
190 310 390| 550610 750
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45.0
280 300 320 340
5000 m/z 61.00 5.52%
29.0
13,0190 39.0 55.061.0 76.0
AR AL KAL) KAL) L) AR AR RAARN RARANREALY AL KAL) LA AR AR RAALNRRARI A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #918: Propylene Glycol B e R
45.0 2.80 3.00 3.20 3.40
m/z 41.00 3.76%
5000
29.0
10 ‘7| 390|| 550610 750
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 280 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093216.D

Aca On : 27 Feb 2017 20:40

Operator : SJ/MA

Sample : 11996-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.99 41_.07 ng 2040520 1,4-Dichlorobenzene-d4 6.82
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 254 (4.990 min): BF093216.D (-251) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 LA R S I
| 83.1 | 070 4.60 4.80 5.00 5.20 5.40
SRS SN A SIS AN S—— 1% m/z 59.10 57.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 VLR AN S LN R
59.0 460 480 5.00 520 540
150 1010 m/z 101.10 16.84%
\M‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 520 540
5000 50.0 m/z 58.10 15.19%
101.0
15.0 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8116: 2-Hexanol, 2-methyl- R R A
54.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.99%
5000
101.0
41.0
'Eq?'w“qu'w”-“-ﬁ%q'w"'w"'w"'w"'w"'w"" RN SRS SRR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093216.D

Aca On : 27 Feb 2017 20:40

Operator : SJ/MA

Sample : 11996-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.59 Concentration Rank 1

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

6.59 89.68 ng 4455140 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 394 (6.590 min): BF093216.D (-391) (-) m/z 132.10 100.00%
13p.1
5000 68.1
01 sy [| % a5 64 650 680 70
S TSSO SO 1 NI S - SN | M. m/z 68.10 42.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T e o ke T
M0 530 . m/z 134.10  33.15%
‘ ‘ 79.0 :
"|""|""|""‘|""'|"""|""£l‘l"""‘l"'"|""'|""|'""l""l‘"" -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 27.22%
33.0 44.0 105.0

70.0
56.0 86.0

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole  Emam VAW A — e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.27%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093216.D

Aca On : 27 Feb 2017 20:40

Operator : SJ/MA

Sample : 11996-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.83 6.51 ng 467752 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 11-Tricosene 322 C23H46 052078-56-5 91

4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1027 (13.825 min): BF093216.D (-1024) (-) m/z 57.10 100.00%
511 g31

5000

-

13.60 13.80 14.00 14.20
m/z 55.10 89.06%

. 139.1 168.2193.0
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0

69.0

5

13.60 13.80 14.00 14.20
m/z 43.10 83.94%

5000

196.0 224.0

125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
R e AR R
83.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 83.60%
29.0 111.0

139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

J%

Abundance #129062: 11-Tricosene

43.0 13.60 13.80 14.00 14.20

m/z 97.10 72 .65%
5000 83.0
111.0
‘ | 1400 168.0 196.0 224.0  266.0 294.0 322.0

|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| _l_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_f

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022717\
Data File : BF093216.D

Acq On : 27 Feb 2017 20:40

Operator : SJ/MA

Sample : 11996-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(S)-(+)-1,2-Propa. .. 3.15 3.1 ng 152198 1 6.82 993572 20.0
2-Pentanone, 4-hy... 4.99 41.1 ng 2040520 1 6.82 993572 20.0
unknown6 .59 6.59 89.7 ng 4455140 1 6.82 993572 20.0
Trichloroacetic a... 13.83 6.5 ng 467752 5 13.99 1437670 20.0
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