LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100115\

Data File : BF081972.D

Acq On : 2 Oct 2015 7:51 Instrument :

Operator : UM/I1Z EﬁAfs el
- _ lentosampleld :

3?22'6 : 63889-01 MGP211BR-29-30

ALS Vial : 54 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-BF092815_.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 5.086 255 258 269 rvB 879670 1585845 48.57% 5.466%
2 5.497 291 294 296 rBV 2520330 2673181 81.87% 9.214%
3 6.526 381 384 386 rBV 2445836 2695293 82.55% 9.290%
4 6.663 393 396 398 rBV 2829210 2830340 86.69% 9.755%
5 6.892 414 416 426 rBVY 461165 639398 19.58% 2.204%

6 7.052 428 430 432 rBV 2452952 2245364 68.77% 7.739%
7 7.463 463 466 480 rBV 1583975 1852334 56.73% 6.384%
8 8.183 526 529 531 rBV 807292 802557 24 .58% 2.766%
9 9.258 620 623 625 rBV 3330442 3265028 100.00% 11.254%
10 9.646 655 657 660 rBvV 522987 600811 18.40% 2.071%
11 9.932 680 682 685 rBY 1100600 1023423 31.34% 3.527%
12 10.355 715 719 721 rBV2 23024 36977 1.13% 0.127%
13 10.721 748 751 754 rBV 1823228 2177605 66.69% 7.506%
14 10.835 759 761 768 rVB 47759 83608 2.56% 0.288%
15 11.281 798 800 801 rBV 37090 32731 1.00% 0.113%

16 11.418 810 812 825 rBV 1006791 1110267 34.00% 3.827%
17 11.944 856 858 865 rBvV 123194 179264 5.49% 0.618%

18 12.732 924 927 931 rBV 24248 38367 1.18% 0.132%
19 13.007 948 951 954 rBV 2989543 3187879 97.64% 10.988%
20 13.955 1030 1034 1040 rBVS5 11731 56107 1.72% 0.193%

21 14.058 1040 1043 1055 rVB 943098 1106427 33.89%% 3.814%
22 15.498 1167 1169 1183 rBV 457885 790616 24.21% 2.725%

Sum of corrected areas: 29013422
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081972.D

Acq On : 2 Oct 2015 7:51

Operator : UM/I1Z

Sample - G3889-01

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\

Data File : BF081972.D

Acg On : 2 0ct 2015 7:51

Operator : UM/I1Z

ﬁ?ggle i 63889-01 MGP211BR-29-30
ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 49.60 ng 1585850 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 258 (5.086 min): BF081972.D (-255) (-) m/z 43.10 100.00%
43.1
59.1
5000
o 480 500 520 540
...,....,....,....',':...,..':],...6?,1....,8.3.1..,....~,|....,. m/z 59.10 60.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR Sk sk sk
0,
150 a0 1010 m/z 101.10 18.35%
'"|“t'|”'wﬂ“'“ﬂh"|“"|“"|“"?iq'|“'*m"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 17.76%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.54%
5000
410 101.0
"'I}?RI' '”?ﬁp“'|M'M§99J”'i"§?ﬁ""??g'|""|""|' N RS RS AN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\

Data File : BF081972.D

Acg On : 2 0ct 2015 7:51

Operator : UM/I1Z

ﬁ?ggle i 63889-01 MGP211BR-29-30
ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.66 Concentration Rank 1

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

6.66 88.53 ng 2830340 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 396 (6.663 min): BF081972.D (-393) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 EAB I A R R
40.1 540 6.40 6.60 6.80 7.00
..,....,....,...:,".'...,:!..,::.-.|,..l:.,?‘?:?,..!.,.’fﬂ?,"....,....,'...,.. m/z 68.10 40.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U U R I
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 33.51%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.05 27.07%
41.0 97.0
53.0
79.0 117.0
wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.19%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\

Data File : BF081972.D

Acg On : 2 0ct 2015 7:51

Operator : UM/I1Z

ﬁ?ggle i 63889-01 MGP211BR-29-30
ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.23 ng 179264 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Hexadecane, l1l-chloro- 260 C16H33ClI 004860-03-1 14
4 Undecane 156 Cl11H24 001120-21-4 11
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 11
Abundance Scan 858 (11.944 min): BF081972.D (-856) (-) m/z 73.10 100.00%
43.0 , 731
5000 \\ﬂ__“
129.1
97.1 AUVARRA RARRRRRBAA RS
157.1 1852 2132 056.3 11.60 11.80 12.00 12.20
e : m/z 43.05 95_.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000 R RO R
nmnmnmnm
129.0 m/z 60.10 92.37%
256.0
b il M 970 157.0 1850 2130
m/z--> "Ed" Zb"'éd 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12.00 1220
m/ 57.10 80.45Y%
5000 129.0 z 0
185.0 228.0
97.0
1570
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2é0 fM~NxvxAK\Nd\JAK\_J\A__,,__V
Abundance #94519: Hexadecane, 1-chloro- T
57.0 11.60 11.80 12.00 12.20
m/z 55.05 77.76%
5000 91.0
29.0
m/z--> ﬁo 45 eb éo 100 120 140 160 180 200 220 250 2éo 11. 60 11. 80 12. oo 12. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\

Data File : BF081972.D

Acg On : 2 0ct 2015 7:51

Operator : UM/1Z

ﬁ?ggle i 63889-01 MGP211BR-29-30
ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
Quant Title : 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]
2-Pentanone, 4-hy... 5.09 49.6 ng 1585850 1 6.89 639398 20.0
unknown6 .66 6.66 88.5 ng 2830340 1 6.89 639398 20.0
n-Hexadecanoic acid 11.94 3.2 ng 179264 4 11.42 1110270 20.0
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