LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072216\

Data File : BF089208.D

Acq On - 22 Jul 2016 23:00 Instrument :
Operator : UM/SJ BNA_F

Sample - H4152-07 ClientSampleld :
Misc : SB-15-6.5-7.5
ALS Vial : 12 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-BF072016 .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 1.712 9 11 56 rvB 958035 1994036 100.00% 12.460%
2 4.718 271 274 285 rBY 35108 72029 3.61% 0.450%
3 5.164 311 313 340 rBV 1102159 1421725 71.30% 8.884%
4 6.239 405 407 414 rBV 1128120 1463405 73.39% 9.144%
5 6.353 414 417 435 rVB 1177322 1610211 80.75% 10.062%

6.582 435 437 444 rBvV 202123 248043 12.44% 1.550%
6.730 448 450 453 rBvY 956941 1064567 53.39% 6.652%
484 487 505 rBvV 762060 1005542 50.43% 6.283%
7.862 547 549 560 rBV 334826 373440 18.73% 2.334%
8.947 641 644 646 rBY 1600009 1836974 92.12% 11.479%

=
QOO ~NO®
\l
=
a1
w

11 9.348 676 679 681 rBvV 242932 304320 15.26% 1.902%
12 9.610 699 702 712 rBB 425595 437249 21.93% 2.732%
13 10.399 768 771 781 rBV 986985 1124176 56.38% 7.025%
14 10.536 781 783 788 rVB 13224 22398 1.12% 0.140%
15 11.085 829 831 835 rBvV 438892 442797 22.21% 2.767%

16 12.674 967 970 972 rBV 1582060 1809077 90.72% 11.304%
17 13.599 1048 1051 1058 rBV2 33032 88361 4.43% 0.552%

18 13.702 1058 1060 1068 rBV 400838 394260 19.77% 2.464%
19 15.051 1175 1178 1181 rBV 205674 290780 14.58% 1.817%

Sum of corrected areas: 16003390
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089208.D

Acq On 22 Jul 2016 23:00

Operator : UM/SJ

Sample : H4152-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089208.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089208.D

Acq On 22 Jul 2016 23:00

Operator : UM/SJ

Sample : H4152-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.72 5.81 ng 72029 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 274 (4.718 min): BF089208.D (-271) (-) m/z 43.05 100.00%
43
59
5000
101 T
| 83 4.40 4.60 4.80 5.00
e e o A i o SR m/z 59.10 63.79%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL I UL
59 440 460 480 500
m/z 101.10 25.20%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
4.40 460 480 500
5000 m/z 58.10 17.44%
55
21 37 a9 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #213: Acetone R B e
43 4.40 4.60 4.80 5.00
m/z 41.10 9.31%
5000
58
ﬁs 2 a1
mz> 10 20 30 40 50 60 70 80 90 100 110 4.40 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089208.D

Acq On 22 Jul 2016 23:00

Operator : UM/SJ

Sample : H4152-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 3 unknown6.35 Concentration Rank 2

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

6.35 129.83 ng 1610210 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 417 (6.353 min): BF089208.D (-414) (-) m/z 132.00 100.00%
132 A
5000 68
40 48 54 62|| 75 87 9|6 104 115 6.00 6.20 6.40 6.60
R e e B e LR R e L e m/z 68.10 36 .98%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
0
31384451 78 m/z 134.00 33.37%
”'W'”'PI”JL'W'”'P'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.05 23.63%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60
m/z 69.05 15.23%
5000
33 44 o g7 105
78
"”I'L"I""?%'”iq"'l'"ll'ﬁql""l'J”' }}ﬁl""l"" T USRS SRR AN
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089208.D

Acq On 22 Jul 2016 23:00

Operator : UM/SJ

Sample : H4152-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF072016.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 1-Heneicosanol Concentration Rank 5

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

13.60 4.48 ng 88361 Chrysene-d12 13.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol- 354 C24H500 000506-51-4 91
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 91
5 n-Nonadecanol - 284 C19H400 001454-84-8 91

Abundance Scan 1051 (13.599 min): BF089208.D (-1048) (-) m/z 55.10 100.00%
55
5000 111 [\
| 20 13 20 13 40 13. 60 13. 80 14. 00
2 m/z 83.10 97.43%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111 ..................
13 20 13 40 13. 60 13. 80 14. 00
29 m/z 43.10 96.71%
139
1B e a5 g oms e
e e e e
m/z--> 50 100 150 200 250 300
Abundance
57 83
13.20 13.40 13.60 13.80 14.00
5000 11 m/z 57.10 93.52%
29 139
167 195 202 250 280 308 336
A I e e e N B L e o e e e e e TAANLIE S A
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
7 g3 13.20 13.40 13.60 13.80 14.00
m/z 69.10 92.39%
5000 111
29 68 96
[ | | ‘ |10 198 1% ppgoa 342
e - T A R R
m/z--> 50 100 150 200 250 300 13 20 13 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089208.D

Acq On 22 Jul 2016 23:00

Operator : UM/SJ

Sample : H4152-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.72 5.8 ng 72029 1 6.58 248043 20.0
unknown6 .35 6.35 129.8 ng 1610210 1 6.58 248043 20.0
1-Heneicosanol 13.60 4.5 ng 88361 5 13.70 394260 20.0
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