LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017526.D

Acq On > 7 Jun 2015 9:56

Operator : TP/1Z

Sample - G2526-01

Misc :

ALS Vial : 21 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_G\METHODS\8270-BG060315.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 2.759 8 12 17 rBV 52223 61089 3.43% 0.711%
2 4.721 340 346 350 rBvY 54279 74805 4_.19% 0.871%
3 5.214 424 430 441 rVB 398192 583973 32.74% 6.798%
4 6.830 698 705 716 rBV 436305 692045 38.80% 8.056%
5 7.165 755 762 771 rBV 436140 675576 37.88% 7.864%

7.618 831 839 845 rBvV2 67990 104650 5.87% 1.218%
7.935 887 893 901 rVvB 304736 476417 26.71% 5.546%
252320 423001 23.72% 4.924%
10.414 1307 1315 1324 rBV 89223 149049 8.36% 1.735%
12.905 1731 1739 1750 rBV 707710 1035908 58.08% 12.059%
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11 13.752 1879 1883 1894 rVB 39006 62121 3.48% 0.723%
12 14.292 1969 1975 1982 rBV2 148300 220280 12.35% 2.564%
13 15.790 2223 2230 2242 rBV 693019 980430 54.97% 11.413%
14 17.042 2438 2443 2448 rBV 196174 278683 15.63% 3.244%

15 17.952 2589 2598 2604 rBV3 21659 35690 2.00% 0.415%
16 19.110 2790 2795 2800 rVB2 17418 24228 1.36% 0.282%
17 19.474 2854 2857 2864 rVB 13953 18323 1.03% 0.213%
18 19.686 2886 2893 2898 rBV 1482874 1783481 100.00% 20.761%
19 20.949 3104 3108 3118 rBV2 75249 93598 5.25% 1.090%
20 21.155 3139 3143 3147 rBV 47537 54733 3.07% 0.637%
21 21.237 3151 3157 3162 rBV 266804 344970 19.34% 4.016%
22 22.406 3352 3356 3363 rBV5 17486 27693 1.55% 0.322%
23 23.029 3458 3462 3466 rBV 35017 52916 2.97% 0.616%

24 23.475 3530 3538 3546 rBV3 167919 336889 18.89% 3.922%

Sum of corrected areas: 8590548
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017526.D

Acq On > 7 Jun 2015 9:56

Operator : TP/1Z

Sample - G2526-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017526.D
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Abundance TIC: BG017526.D

1400000

19.69

1200000
1000000

800000
12.91 15.79
600000

400000

200000 14.29 17.04

13.75 J\ 17.95 19.1119.47

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017526.D
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1200000
1000000
800000
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Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017526.D

Acq On > 7 Jun 2015 9:56

Operator : TP/1Z

Sample - G2526-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.76 11.67 ng 61089 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 59
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 12 (2.759 min): BG017526.D (-8) (-) m/z 73.10 100.00%
7B
5000 43
55 87
2.80 2.90 3.00 3.10 3.20
...,....,....,....,.??.','.l.'..,-..|.-.-,....,'.:..,....,....,...1.0,9.... m/z 43.00 45.93%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 RN AN A AR AR R
43 9O 2.80 2.90 3.00 3.10 3.20
87 m/z 54.95 27 .04%
"'I""I""I"Jwﬂ'ﬁ'h"h'l""lqg"ﬁkl"l""I"'}P%"I""
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
no g 87 12.80 2.90 3.00 3.10 3.20
5000 m/z 87.10 25 .50%
29
15 97
R I I SUIL I UL UL SV IR UL I B B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1967: Silane, tetramethyl- e e
73 2.80 2.90 3.00 3.10 3.20
m/z 41.05 16.05%
5000
43
15 2 3% || 53 60 |, 81 88
m/z--> 0 10 20 3'0 4'0 5'0 6|O 70 8 90 100 110 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017526.D

Acq On > 7 Jun 2015 9:56

Operator : TP/1Z

Sample - G2526-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.72 14.30 ng 74805 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
4 Hydrazine, 1,1-bis(l1-methylethyl)- 116 C6H16N2 000921-14-2 28
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 12

Abundance Scan 346 (4.721 min): BG017526.D (-340) (-) m/z 43.00 100.00%
43
5000
ae 4.40 460 480 500
...1.,-....-,|....1?1....,....,....,....,....,..4.31. m/z 59.00 53.29%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IBLAEBE AN SRR AR
440 4.60 4.80 5.00
m/z 101.00 19.45%
15 101
\h‘ Il i Il
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
4.40 460 480 500
5000 m/z 58.00 12.90%
101
15 73
mz-> 0 50 100 150 200 250 300 350 400
Abundance #3955: 2,3-Butanedione, monooxime
43 440 4.60 4.80 5.00
m/z 41.00 8.24%
5000
101
ﬁé"|@?'w""|'"'|""|""|'”'|""|""
m/z-> 0 50 100 150 200 250 300 350 400 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017526.D

Acq On > 7 Jun 2015 9:56

Operator : TP/1Z

Sample - G2526-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 3 unknown7.17 Concentration Rank 1

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

7.17 129.11 ng 675576 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 32
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 763 (7.171 min): BG017526.D (-755) (-) m/z 132.00 100.00%
5000 68
6.80 7.00 7.20 7.40 7.60
B E e m/z 68.10 43.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 SRR RARSA NS RaRRE
69 6.80 7.00 7.0 7.40 7.60
m/z 66.00 36 .29%
89 103
‘\‘\\48” ”8 \”\ |115”|””|””|””
m/z--> 80 100 120 140 160 180
Abundance
132
69 SR S U IR
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 35.11%
a1 51 8
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 22 .89%
5000 og 0
N ...,....,.?% . WQ7.M‘. A 188 189 B L RN GS—
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017526.D

Acq On > 7 Jun 2015 9:56

Operator : TP/1Z

Sample - G2526-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.95 2.56 ng 35690 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 38
3 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 35
4 Tetradecanoic acid 228 C14H2802 000544-63-8 27
5 n-Decanoic acid 172 C10H2002 000334-48-5 27
Abundance Scan 2598 (17.952 min): BG017526.D (-2589) (-) m/z 43.00 100.00%
B 73
213
5000 256
97 129
| H 171 17.60 17.80 18.00 18.20
e el m/z 41.00 99.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
17.60 17.80 18.00 18.20
2% m/z 55.00 94 .61%
RRy I‘l ||‘|‘=‘| I\\IHII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
17.60 17.80 18.00 18.20
5000 129 m/z 73.00 84.29%
28 97 199 242
157
58 113 180 214

mﬂmmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137747: .alpha.-D-Glucopyranose, 4-O-.beta.-D-galactopyra...

17.60 17.80 18.00 18.20
m/z 60.00 72.80%

5000

127 145

173191 215 233 257 275 293
MRS [NEN B |
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017526.D

Acq On > 7 Jun 2015 9:56

Operator : TP/1Z

Sample - G2526-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 6 Z-8-Hexadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.95 5.43 ng 93598 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-8-Hexadecene 224 C16H32 1000130-87-5 93
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
4 1-Hexadecene 224 C16H32 000629-73-2 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 3108 (20.949 min): BG017526.D (-3104) (-) m/z 43.05 100.00%
43
69
5000
125 2050 P00 21100 7170
194 : : : :
et 167 224239 282 309 /7 57 05 83 630
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72490: Z-8-Hexadecene
41
5000 AR UL R B
20.60 20.80 21.00 21.20
m/z 55.10 67.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55 83

20.60 20.80 21.00 21.20
5000 111 m/z 69.05 65.97%

29

139
154 182 209224 252

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

Abundance #152927: Trichloroacetic acid, hexadecy! ester LR e e
20.60 20.80 21.00 21.20

m/z 41.05 64 .93%

5000

125

153168

196 224
R e o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20. 60 20 80 21. 00 21.20

8270-BG060315.M Mon Jun 08 17:44:23 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017526.D

Acq On > 7 Jun 2015 9:56

Operator : TP/1Z

Sample - G2526-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 7 Oxirane, 2,2"-[(1-methyleth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
'23.03 3.14ng 52016  Perylene-d12 23.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 oxirane, 2,2°-[(1-methylethylide... 340 C21H2404 001675-54-3 72
2 6-Methyl-2-(4-methoxyphenyl)-4-p... 325 C23H19NO 071858-10-1 70

3 N,N"-Bis(salicylidene)ethylenedi... 325 C16H14CoN202 014167-18-1 59
4 (2-Thioxo-2H-benzo[4,5]thiazolo[... 325 C16H11N30S2 1000275-97-7 53

5 Naphth[2,3-c]acridine-5,8,14(13H... 325 C21H11NO3 003569-01-5 53
Abundance Scan 3462 (23.029 min): BG017526.D (-3458) (-) m/z 325.20 100.00%
325
5000
57 gy 119,50 165 jgas 269 " 22.80 23.00 23.20 23.40
b k3 LIS TPpes | | sl 0 20, 03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137230: Oxirane, 2,2'-[(1-methylethylidene)bis(4,1-phenyl...
325
5000

22.80 23.00 23.20 23.40

29 &7 m/z 340.20  16.65%
119

L[ 9t TP141165 101213 99 209 595

m/z--> 50 100 150 200 250 300 350 400
Abundance
325
22.80 23.00 23.20 23.40
5000 m/z 165.05 13.07%

163
ST 84 117133 189 218239

|
m/z--> 50 100 150 200 250 300 350 400

Abundance #130173: N,N-Bis(salicylidene)ethylenediiminocobalt(ll)
325 22.80 23.00 23.20 23.40
m/z 57.00 8.98%
5000

297
28 59 86107 137 1% 192 205 270 7

| I I T T
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017526.D

Acq On > 7 Jun 2015 9:56

Operator : TP/1Z

Sample - G2526-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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]
Butane, 2-methoxy... 2.76 11.7 ng 61089 1 7.62 104650 20.0
2-Pentanone, 4-hy... 4.72 14.3 ng 74805 1 7.62 104650 20.0
unknown?7 .17 7.17 129.1 ng 675576 1 7.62 104650 20.0
n-Hexadecanoic acid 17.95 2.6 ng 35690 4 17.04 278683 20.0
Z-8-Hexadecene 20.95 5.4 ng 93598 5 21.24 344970 20.0
Oxirane, 2,2"-[(1... 23.03 3.1 ng 52916 6 23.48 336889 20.0
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