LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072916\

Data File : BF089388.D

Acq On - 29 Jul 2016 3:33 Instrument :
Operator : UM/SJ gmgigamlem'
3?22'6 i H4221-12 534&604%
ALS Vial : 24 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-BF072716_.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 1.667 6 7 15 rVB 134873 258703 18.21% 1.890%
2 1.781 15 17 20 rBY 387340 599271 42.18% 4.378%
3 1.907 26 28 43 rVB 139130 219110 15.42% 1.601%
4 2.193 50 53 56 rvB 12073 19482 1.37% 0.142%
5 3.827 194 196 203 rBvY 10431 24569 1.73% 0.179%

4.627 261 266 268 rBV 690325 1337426 94.13% 9.770%
5.096 304 307 309 rBV 957812 1281895 90.22% 9.364%
6.182 399 402 405 rBV 847008 1293398 91.03% 9.448%
6.296 409 412 414 rBV 1142007 1420808 100.00% 10.379%
6.525 430 432 443 rVB 233617 263617 18.55% 1.926%

=
QO ~NO®

11 6.673 443 445 448 rBvY 797823 1018888 71.71% 7.443%
12 7.096 479 482 498 rBvV 652647 830719 58.47% 6.068%
13 7.805 542 544 547 rBV 234251 336077 23.65% 2.455%
14 8.890 636 639 642 rBV 1442748 1410595 99.28% 10.304%
15 9.291 672 674 677 rBV 374025 320042 22.53% 2.338%

16 9.553 695 697 700 rBvV 443037 389573 27.42% 2.846%
17 10.342 764 766 775 rBV 767066 759586 53.46% 5.549%

18 10.479 776 778 782 rVB 18109 19978 1.41% 0.146%
19 11.028 824 826 836 rVB 357087 340577 23.97% 2.488%
20 11.588 872 875 882 rBV2 11396 21815 1.54% 0.159%
21 12.605 962 964 967 rBV 676559 929247 65.40% 6.788%
22 13.520 1042 1044 1048 rBV2 25210 44442 3.13% 0.325%
23 13.645 1053 1055 1062 rVvVv 275796 279832 19.70% 2.044%
24 14.171 1098 1101 1104 rBV5 12718 17977 1.27% 0.131%
25 14.983 1170 1172 1179 rVB 202096 235661 16.59% 1.721%
26 16.960 1343 1345 1350 rVB3 6357 16167 1.14% 0.118%
Sum of corrected areas: 13689455
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF072916\

BF089388.D

29 Jul 2016  3:33

UM/SsJ

H4221-12

24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089388.D

Acq On 29 Jul 2016 3:33

Operator : UM/SJ

Sample - H4221-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_M
Quant Title : 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 Heptane Concentration Rank 4

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

1.78 45_.47 ng 599271 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 45
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 40
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 40
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38

Abundance Scan 17 (1.781 min): BF089388.D (-15) (-) m/z 43.10 100.00%
43
57 71
5000
H gg 100 1.701.801.90 2.002.10 2.20
N m/z 41.10 64.75%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3972: Heptane
43
5000 57 71
29 1.701.801.90 2.002.10 2.20
m/z 71.10 56.39%
‘ ‘ 100
'I"}?I't"“*"tl"L'ng"l""l""l""l'
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
43 57
1.701.801.90 2.002.10 2.20
5000 7 m/z 57.10 53.43%
29
87 103 115 131 161
mz-> 0 20 40 60 80 100 120 140 160
Abundance #3990: Pentane, 3,3-dimethyl-
43 1.701.801.90 2.002.10 2.20
o m/z 56.10 29.27%
5000
29 55 85
,|2,,,¥?|,\J,,\ﬁ;,,wﬁll I Lo
m/z--> 0 20 40 60 80 100 120 140 160 1.701.801.90 2.002.10 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089388.D

Acq On 29 Jul 2016 3:33

Operator : UM/SJ

Sample - H4221-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_M
Quant Title : 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 n-Hexane Concentration Rank 6

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

1.91 16.62 ng 219110 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 40
3 Butanal, 2-methyl- 86 C5H100 000096-17-3 38
4 Methane, isocyanato- 57 C2H3NO 000624-83-9 32
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 28

Abundance Scan 28 (1.907 min): BF089388.D (-26) (-) m/z 57.10 100.00%
57
41
5000
| ‘ 53‘ 71 ﬁﬁ 1.80 2.00 220
ARl ) Bl i A A AR A M LAkt Mt Al A AR A LA S m/z 41.10 76.76%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57
43
29
5000
39 1.80 2.00 220
86 m/z 43.10 60.04%
15
2 - 25 53 7}
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43 180 200 2.20
5000 m/z 56.10 49_.09%
29 71 85
39 53
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1744: Butanal, 2-methyl-
29 a1 57 1.80 2.00 220
m/z 42.10 30.53%
5000
86
15 25‘\‘ 37/ | 454953 | 61 6771 ‘
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 180 200 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089388.D

Acq On 29 Jul 2016 3:33

Operator : UM/SJ

Sample - H4221-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.63 101.47 ng 1337430 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 266 (4.627 min): BF089388.D (-261) (-) m/z 43.10 100.00%
43
59
5000
101
420 4.40 4.60 4.80 5.00
83
S A< Y - T Y m/z 59.10 63.70%
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 IR L-‘--u----u---
59 420 4.40 4.60 4.80 5.00
m/z 101.10 23.81%
15 31 ‘ 101
'”PL'P”H“”Wm'ﬁ%hl“”P'“ﬁaﬁ'“WL'W“'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 4.40 4.60 4.80 5.00
5000 M m/z 58.10 15.48%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43 420 4.40 4.60 4.80 5.00

m/z 41.10 9.67%

5000
101
15 58
2 N 69 84

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089388.D

Acq On 29 Jul 2016 3:33

Operator : UM/SJ

Sample - H4221-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_M
Quant Title : 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 5 unknown6.30 Concentration Rank 1

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

6.30 107.79 ng 1420810 1,4-Dichlorobenzene-d4 6.52
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 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 412 (6.296 min): BF089388.D (-409) (-) m/z 132.00 100.00%
132
5000 68 AL
% 600 620 640 660
4 4554 62| 5 g7 | 104 g5

ST A | PR o /M - SN | N m/z 68.10 37.99%

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

78 m/z 134.00 33.21%
31 38 4, 51
S o ST PRI A | N N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R R E s
6.00 6.20 6.40 6.60
5000 67 m/z 66.05 24 .05%
41 53 97
79 117
34 61 89 103110 | 124
IR I oo o B e RN RS S s s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene

132 6.00 6.20 6.40 6.60
m/z 69.10 15.67%

5000
63 81
31 37 44 50 57 74 \ 88 101 112 |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089388.D

Acq On 29 Jul 2016 3:33

Operator : UM/SJ

Sample - H4221-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_M
Quant Title : 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 7 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.52 3.18 ng 44442 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 72
3 n-Tridecan-1-ol 200 C13H280 000112-70-9 59
4 Cyclotetradecane 196 C14H28 000295-17-0 53
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 46
Abundance Scan 1044 (13.520 min): BF089388.D (-1042) (-) m/z 83.10 100.00%
56
5000 e ~N~W~vﬂN\,~J\va~rAfdvrv~
13.20 13.40 13.60 13.80
m/z 55.10 97.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1
43
5000 83 RS BB UARSUARRE
Bmwmnmnm
18 m/z 43.10 96.17%
| L e 140 168 196 238 266 308 336
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
o 13.20 1340 13.60 13.80
5000 m/z 69.10 94 _.26%
29

111
139 168 195 224 252

L L L R L L R R B R L R RN R R R R RARER RN LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Fivly

Abundance #61343: n-Tridecan-1-ol R R ma AR

56 13.20 13.40 13.60 13.80

m/z 57.10 92.75%
5000 31 83
111
154 182

R AR Ra

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089388.D

Acq On 29 Jul 2016 3:33

Operator : UM/SJ

Sample - H4221-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
Quant Title : 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]
Heptane 1.78 45.5 ng 599271 1 6.52 263617 20.0
n-Hexane 1.91 16.6 ng 219110 1 6.52 263617 20.0
2-Pentanone, 4-hy... 4.63 101.5 ng 1337430 1 6.52 263617 20.0
unknown6 .30 6.30 107.8 ng 1420810 1 6.52 263617 20.0
n-Tetracosanol-1 13.52 3.2 ng 44442 5 13.65 279832 20.0
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