LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088582.D

Acq On 1 Jul 2016 18:45

Operator : UM/SJ

Sample - H3836-04

Misc :

ALS Vial : 19 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-BF063016.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 1.678 4 8 10 rVB 3794332 4895980 100.00% 12.804%
2 1.736 12 13 23 rvB 442214 681957 13.93% 1.783%
3 1.861 23 24 40 rVB 2118895 4340591 88.66% 11.351%
4 2.067 40 42 86 rvB 127157 637114 13.01% 1.666%
5 3.073 127 130 152 rBvY 89809 234927 4._80% 0.614%

4.982 294 297 302 rBV 207851 336264 6.87% 0.879%
5.404 331 334 337 rBV 2382401 2647136 54.07% 6.923%
425 427 rBV 2651313 3264856 66.68% 8.538%
6.570 434 436 439 rBV 2271493 2899062 59.21% 7.582%
6.810 454 457 459 rBvV 838684 849111 17.34% 2.221%

QO ~NO®
(9}
D
N
ol
N
N
=

11 6.959 468 470 473 rVB 1824275 2342816 47.85% 6.127%
12 7.370 503 506 508 rBV 1881871 1924055 39.30% 5.032%
13 8.090 566 569 571 rBV 1258199 1124951 22.98% 2.942%
14 9.165 660 663 666 rBVY 2357264 3522363 71.94% 9.212%
15 9.565 695 698 700 rBV 225549 216757 4.43% 0.567%

16 9.839 720 722 725 rVB 1121560 1161980 23.73% 3.039%
17 10.628 788 791 793 rBV 1817925 1793182 36.63% 4._.689%

18 11.199 839 841 843 rBV 82582 90426 1.85% 0.236%
19 11.325 849 852 854 rVvB 772447 1040301 21.25% 2.721%
20 11.382 854 857 861 rvB2 23671 53414 1.09% 0.140%

21 12.902 987 990 993 rBV 2304589 2357239 48.15% 6.165%
22 13.805 1067 1069 1077 rBV 171294 221495 4._.52% 0.579%
23 13.942 1079 1081 1084 rVvVv 881594 801852 16.38% 2.097%

24 14.434 1122 1124 1128 rBV 22660 50361 1.03% 0.132%

25 15.051 1175 1178 1179 rBV 39158 56178 1.15% 0.147%

26 15.348 1201 1204 1206 rBV 464210 641297 13.10% 1.677%

27 15.805 1241 1244 1246 rBV 38637 52766 1.08% 0.138%
Sum of corrected areas: 38238431
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088582.D

Acq On 1 Jul 2016 18:45

Operator : UM/SJ

Sample - H3836-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF088582.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088582.D

Acq On 1 Jul 2016 18:45

Operator : UM/SJ

Sample - H3836-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.68 115.32 ng 4895980 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CI0 100244-09-5 9

Abundance Scan 8 (1.678 min): BF088582.D (-4) (-) m/z 73.10 100.00%
7B
5000 43
89
1170 1.80 1.90 2.00 2.10
0 %l ' m/z 43.10 48.56Y%
I S S I S RS LI RS AR RS AR - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
89 m/z 89.10 32.71%
. s e s | |
“'|“"w"w"“l'“'|“"w"w"”|'“'|“"w"w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
1170 1.80 1.90 2.00 2.10
5000 m/z 41.05 9.12%
45
29
o 39 S a7 101
LRI IR S UL SR SURLELL AR SUR L IURL S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #733: N-Ethylformamide
30 73 1.70 1.80 1.90 2.00 2.10
m/z 45.10 7.63%
5000
58
44
o no 38 [, 51
m/z--> 10 20 30 & 50 60 75 80 9 100 1.70 1.80 1.90 2.00 2.10

8270-BF063016.-M Tue Jul 05 04:48:43 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088582.D

Acq On 1 Jul 2016 18:45

Operator : UM/SJ

Sample - H3836-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.07 15.01 ng 637114 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 1,3-Octanediol 146 C8H1802 023433-05-8 9
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 9

Abundance Scan 42 (2.067 min): BF088582.D (-40) (-) m/z 75.10 100.00%
75
5000 45
57 1.80 2.00 2.20 2.40
o..,....,..?’.ﬁ:'..'.,..-.'.,....,L:.--.,....,....,19.:?.,....,....,....,....,...., m/z 73.10 77.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L LA UL AL I
1.80 2.00 2.20 2.40
m/z 45.10 44 _04%
Ll w
A R AR RN AR LA RRARA RARA LA RARAS SR LA RAASA SARRS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
75
57 A RRASE RS AASE R
45 1.80 2.00 2.20 2.40
5000 m/z 41.05 31.09%
83 99
o 37 o7 90 110 119 128 136 145
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2053: 1,3-Dioxolane, 2-methyl-
73 1.80 2.00 2.20 2.40
m/z 47.05 17.16%
43
5000
28 58
87
0'W'Juﬂgﬁﬂl”l”'ﬁ”'W'“W'”'P”'P'”P'”I”“I”'W“'W'”W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088582.D

Acq On 1 Jul 2016 18:45

Operator : UM/SJ

Sample - H3836-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 5 unknown3.07 Concentration Rank 8

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

3.07 5.53 ng 234927 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 43
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
4 L-Lactic acid 90 C3H603 000079-33-4 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 130 (3.073 min): BF088582.D (-127) (-) m/z 45.10 100.00%
45
5000 /\\\\\»
394 57 61 84 280 3.00 3.20 3.40
o.q“”““q””“”q“”“”q””ﬁgﬁn““”qauﬂuw”““”q“”““q”““” m/z 43.05 18.65%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45

5000 LI B L LB
2.80 3.00 3.20 3.40
- m/z 61.00 6.47%
o 1519 267 33363942, 5357 61 7376
T T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45

2.80 3.00 3.20 3.40
5000 m/z 44.10 5.56%

29
. 121519 26 33 3042 535761 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45

2.80 3.00 3.20 3.40
m/z 42.10 3.16%

5000
o 1519 2781 3043 | 535761 75

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088582.D

Acq On 1 Jul 2016 18:45

Operator : UM/SJ

Sample - H3836-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.98 7.92 ng 336264 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 297 (4.982 min): BF088582.D (-294) (-) m/z 43.05 100.00%
a3
59
5000
101 AR AN U LN
51| 83 | 460 4.80 5.00 5.20 5.40
o) SNV Y-S P m/z 59.10 57.20%
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 AR AN RS RN R
59 460 4.80 5.00 5.20 5.40
m/z 101.10 18.95%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 41 m/z 58.10 16.61%
31
69 87
o 15 51 98
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 AN Ramms e L
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.08%
5000 41
68
0 150 . 126 147 \
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088582.D

Acq On 1 Jul 2016 18:45

Operator : UM/SJ

Sample - H3836-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 unknown6.57 Concentration Rank 3

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

6.57 68.28 ng 2899060 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 436 (6.570 min): BF088582.D (-434) (-) m/z 132.00 100.00%
5000 68
40 . 54 6‘ 75 104 620 640 6.60 6.80 7.00
Ol .2!..|,....,..5.‘?,....,....,.1.1?.,....,'...,.. m/z 68.10 50.03%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 AR U R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 31.95%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 31.80%
3B 44 - g7 105
o 51 60 8 g 115
mes % 4% 7 % % 10 Ho 18 10 1k
Abundance #14770: Cyclopropanamine, 1-phenyl- LB S B i e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.03%
104
5000
ot i 115
39 65 ‘ 91
0'“'ﬁ?“b“'ww?n“w'w*”\“'w““'wj“l“bw'“' t“ T AR SRR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088582.D

Acq On 1 Jul 2016 18:45

Operator : UM/SJ

Sample - H3836-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 9 Behenic alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.81 5.52 ng 221495 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1069 (13.805 min): BF088582.D (-1067) (-) m/z 57.10 100.00%
o7
LIRS SRS SUNILE B B
139 13.40 13.60 13.80 14.00 14.20
ol l.-ll.l: Jdor e s m/z 83.05 96.19%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 LIRS
mmmmmmmmmm
- m/z 55.10 93.13%
ol L LA ‘\ | 707 196 224 252 280 308
m/z--> 55 100 150 260 2éo 360 3%0
Abundance
57 83
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 43.10 89.15%
29 139
o 167 1095 222 250 280 308 336
m/z--> 55 160 150 260 2éo 360 3%0
Abundance #210517: 1-Heptacosanol AL B
57 7 13.40 13.60 13.80 14.00 14.20
m/z 69.10 83.49Y%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1,0 13 40 13. 60 13. 80 14. oo 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088582.D

Acq On 1 Jul 2016 18:45

Operator : UM/SJ

Sample - H3836-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 2,2-dime... 1.68 115.3 ng 4895980 1 6.81 849111 20.0
Propane, 1,l1-dime... 2.07 15.0 ng 637114 1 6.81 849111 20.0
unknown3 .07 3.07 5.5 ng 234927 1 6.81 849111 20.0
2-Pentanone, 4-hy... 4.98 7.9 ng 336264 1 6.81 849111 20.0
unknown6 .57 6.57 68.3 ng 2899060 1 6.81 849111 20.0
Behenic alcohol 13.81 5.5 ng 221495 5 13.94 801852 20.0
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