LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096693.D

Acq On 12 Jul 2017 15:55

Operator : SJ/JU

Sample : 14126-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 4._863 467 472 485 rVB 347238 547731 15.66% 1.950%
2 5.287 538 544 547 rBV 3223538 3497861 100.00% 12.451%
3 6.316 713 719 722 rBV 2945327 3384499 96.76% 12.048%
4 6.440 735 740 743 rBV 3130257 3283004 93.86% 11.687%
5 6.669 775 779 782 rBVY 782807 729578 20.86% 2.597%

6 6.828 801 806 809 rBV 2369505 2398657 68.57% 8.539%
7 7.234 869 875 877 rBV 2075511 2442363 69.82% 8.694%
8 7.945 992 996 1000 rBV 1117048 1114323 31.86% 3.967%
9 9.028 1174 1180 1183 rBV 3159756 3170903 90.65% 11.288%
10 9.422 1243 1247 1250 rBV 350710 313122 8.95% 1.115%
11 9.698 1289 1294 1298 rBV 1153974 1009876 28.87% 3.595%
12 10.145 1367 1370 1373 rVB 56479 43726 1.25% 0.156%
13 10.486 1423 1428 1431 rBV 1891271 1832970 52.40% 6.525%
14 10.616 1447 1450 1457 rBV 79355 88930 2.54% 0.317%

15 11.175 1541 1545 1549 rBV 1033469 937762 26.81% 3.338%
16 12.763 1810 1815 1818 rBV 2097209 2061042 58.92% 7.337%
17 13.669 1965 1969 1979 rvB2 153701 184421 5.27% 0.656%

18 13.804 1988 1992 1996 rBV 615901 559090 15.98% 1.990%
19 15.198 2225 2229 2235 rVB 419192 492159 14.07% 1.752%

Sum of corrected areas: 28092017
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096693.D

Acq On : 12 Jul 2017 15:55

Operator : SJ/JU

Sample : 14126-01

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096693.D

5|29
3000000 6.3

2500000 6.83

7.23
2000000

1500000

1000000
6.67

500000 486

0 ] il

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: BF096693.D

3000000

2500000

12.76
2000000 10.49

1500000
r.95 9.70 11.17
1000000

500000 9.42

. L 015|102 y i

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: BF096693.D

3000000
2500000
2000000
1500000

1000000
13.80

15.20
500000 J_—_—fh—‘ﬂ.

e e —————————————

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF070117.M Thu Jul 13 07:21:28 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096693.D

Acq On 12 Jul 2017 15:55

Operator : SJ/JU

Sample : 14126-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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.

4._86 15.02 ng 547731 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 471 (4.857 min): BF096693.D (-467) (-) m/z 43.00 100.00%
43
59
5000
101 460 480 500 520
il 5Ly A /z 59.00 52.11%
A IR NI L AR IR NN LA R LS SRS RN SARSS SRR AR m/z - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N U R I
59 460 480 500 5.20
m/z 101.10 13.91%
31 101
'W'“'P”Tﬂ'”ﬂ'”I”“I”'W'”'fi'ﬁa'“'”l”'ﬁ”'ﬂ'”ﬁ'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 41 m/z 58.00 13.54%
31
69 87
15 51 98
mmwwwwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e A e
50 460 4.80 5.00 5.20
m/z 40.95 8.19%
5000 41
68
"|“"l“"l“'JhL'?g'dlb"'v"'v"'v"'v"'v"'v%?§v"&4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096693.D

Acq On 12 Jul 2017 15:55

Operator : SJ/JU

Sample : 14126-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknown6.44 Concentration Rank 1

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

6.44 90.00 ng 3283000 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 740 (6.440 min): BF096693.D (-735) (-) m/z 132.00 100.00%
132
5000 68
0 s || % 650 60 660 650
e B m/z 68.10 41 .50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U AR A R
6.20 6.40 6.60 6.80
m/z 134.00 33.71%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.00 27 .05%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A m L R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.28%
5000 98 116
e el rmhl‘ﬁll 158 ..,.1??. S | W | S —
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096693.D

Acq On 12 Jul 2017 15:55

Operator : SJ/JU

Sample : 14126-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 4 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 6.60 ng 184421 Chrysene-d12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 1-Docosene 308 C22H44 001599-67-3 93
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1969 (13.669 min): BF096693.D (-1965) (-) m/z 55.00 100.00%
55
83
5000
USRI SUNIA SR SR
3 168 208 13.40 13.60 13.80 14.00
S 122 m/z 57.10 95.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 SR AR SUNIA SR SR
13.40 13.60 13.80 14.00
125 m/z 43.00 92 .35%
15 154 180196 224 051269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69 SR AR SUNILA SR SR
13.40 13.60 13.80 14.00
5000 m/z 83.05 74 _36%
125
27 154 182 210 238 266
Wmmmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene A RS B B I S
13.40 13.60 13.80 14.00
m/z 97.05 65.87%

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096693.D

Acq On 12 Jul 2017 15:55

Operator : SJ/JU

Sample : 14126-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.86 15.0 ng 547731 1 6.67 729578 20.0
unknown6 .44 6.44 90.0 ng 3283000 1 6.67 729578 20.0
Trifluoroacetoxy ... 13.67 6.6 ng 184421 5 13.80 559090 20.0
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