LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\

Data File : BF079081.D

Aca On : 9 May 2015 13:45 Instrument :
Operator : TP/1Z ?:'l\:gﬁ't:Sam ol
3?22'6 i G2151-16 'RMZLSB@gJD
ALS Vial : 43 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF043015.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 heiaht area % max. total
1 1.392 16 18 24 rVB 97174 188827 3.13% 0.654%
2 1.484 24 26 29 rvB 2025051 2054388 34.07% 7.112%
3 1.621 35 38 40 rVB 230576 379212 6.29% 1.313%
4 1.747 48 49 52 rBv 389520 537097 8.91% 1.859%
5 1.804 52 54 58 rvv 759674 1020881 16.93% 3.534%
6 1.872 58 60 111 rVB 2904307 6030004 100.00% 20.876%
7 3.004 158 159 171 rBv4 32511 121882 2.02% 0.422%
8 5.084 339 341 343 rBV 48705 76227 1.26% 0.264%
9 5.119 343 344 351 rVB 97735 121818 2.02% 0.422%
10 5.621 385 388 390 rBY 1786695 1816969 30.13% 6.290%

11 6.879 495 498 500 rBV 2155146 1993022 33.05% 6.900%
12 7.027 509 511 514 rBV 1938580 1885084 31.26% 6.526%
13 7.313 534 536 539 rBvV 318870 410140 6.80% 1.420%
14 7.507 550 553 555 rBV 1538848 1469014 24.36% 5.086%
15 8.010 594 597 599 rBV 1347400 1191754 19.76% 4.126%

16 8.547 641 644 656 rBvV 32701 65232 1.08% 0.226%
17 8.890 672 674 677 rBV 540278 569499 9.44% 1.972%
18 10.239 790 792 795 rBV 2371314 2095919 34.76% 7.256%
19 10.742 834 836 839 rBvV 84247 74396 1.23% 0.258%
20 11.073 862 865 867 rBvV 580236 648128 10.75% 2.244%

21 11.542 904 906 910 rBV 87129 100023 1.66% 0.346%
22 11.896 934 937 939 rBV 90124 89458 1.48% 0.310%
23 12.045 948 950 953 rBv2 1087513 1467773 24.34% 5.081%
24 12.914 1023 1026 1029 rBV 761310 696179 11.55% 2.410%
25 14.914 1198 1201 1203 rBV 2273782 2262795 37.53% 7.834%

26 16.091 1301 1304 1312 rBV 112220 224056 3.72% 0.776%
27 16.205 1312 1314 1317 rBV 541016 661094 10.96% 2.289%
28 17.965 1465 1468 1471 rBV 487177 633831 10.51% 2.194%

Sum of corrected areas: 28884702
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF050815\

BF079081.D

9 May 2015 13:45

TP/1Z

G2151-16

43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Amylene Hydrate Concentration Rank 8

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

1.39 9.21 ng 188827 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene Hvdrate 88 C5H120 000075-85-4 83
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 39
3 Propionic acid. 2-isopropoxv-., m... 146 C7H1403 1000151-15-1 36
4 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 33
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 33

Abundance Scan 18 (1.392 min): BF079081.D (-16) (-) m/z 59.10 100.00%
5o
73
5000
43
e
140 160  1.80
53
Ol e 88 m/z 73.10 55.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #2068: Amylene Hydrate
59
73
5000 L A L L N
2 43 140 160  1.80
m/z 55.05 41.92%
ol 15 37‘\‘ 65
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
140 160  1.80
5000 73 m/z 43.05 29.86%
81 m
53 67 85 101
B R R RS AR RN RAARS RERAS AR SRARS RS RA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #21067: Propionic acid, 2-isopropoxy-, methy! ester O BB B B e e
509 140 160  1.80
m/z 41.05 12.37%
5000
31 43
0 87|, 51 | 74 87 103 116
m/z--> 10 20 30 40 50 60 70 8 90 100 110 150 140 160  1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.48 100.18 ng 2054390 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 7

Abundance Scan 26 (1.484 min): BFO79081.D (-24) (-) m/z 73.10 100.00%
73
5000 43
89
—
140 160 1.80
55
Obrrr e e e e || M/Z 43,05 50.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
140 160 1.80
a1 89 m/z 89.10 28.81%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
140 160 180
5000 m/z 41.05 10.09%
” a1 57
15 50 87
e S I SIS SULIURS SUSILILS IS IULILS SULIRS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
7B 140 160 1.80
43 m/z 45.10 7.75%
55
5000
29
0 1‘5 w‘\‘ ‘ 37‘ ‘\ \‘ \49 L \‘ 6\1 67 il 82 8\9 100
miz--> 10 20 30 40 50 60 70 8 90 100 110 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.80 49.78 ng 1020880 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 54 (1.804 min): BF079081.D (-52) (-) m/z 73.10 100.00%
7B
5000
43 55 87 i Y | W
37 &7 1.40 1.60 1.80 2.00 2.20
X X RO ORI -1 A PSS . m/z 43.10 27.81%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 55.10 26.53%
0 ‘?9 35 ‘M‘\ 67 || 80
L AL UL SUL AL SUELRLEL UL S SURLEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
1.40 1.60 1.80 2.00 2.20
5000 m/z 87.10 25.61%
45
29
o 39 S a7 101
L A UL SUL AL SUELEL AL UL S SURLEL SO SULN UL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #720: N-Ethylformamide R L ma
30 1.40 1.60 1.80 2.00 2.20
73 m/z 41.05 12.01%
5000
44 58
18
0"'w'“l|'JL "Eﬁw”l'w"'|“"|"“|"'w""|“"|
m/z--> 10 20 30 40 50 60 70 80 90 100 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 R-(-)-1,2-propanediol Concentration Rank 10

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

3.00 5.94 ng 121882 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 64
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 43
3 2-Pentanol 88 C5H120 006032-29-7 9
4 2-Heptanol 116 C7H160 000543-49-7 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 159 (3.004 min): BFO79081.D (-158) (-) m/z 45.10 100.00%
45
5000 [\\\\\\Vh_RAA
rTTTTTTTTT T T T T T T T
4 5 5761 84 2.60 2.80 3.00 3.20 3.40
O'Wmﬁ”“W“P“WmW””PmPH!mW”“PmH”W“W“”P“WmW““PWP m/z 43.05 19.53%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #928: R-(-)-1,2-propanediol
45
5000 IS LA L AR R
2.60 2.80 3.00 3.20 3.40
29 m/z 44.00 6.94%
oL 1B 2 | 333842 535761 76
IR A g A g g
Abundance
45
2.60 2.80 3.00 3.20 3.40
5000 m/z 61.10 6.78%
o 1519 2731 3842 535761 75
L L AR KA KA RARR) KAy LA AR ) K AR LAY KAk AR KAL) KAL) AR AL L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2063: 2-Pentanol e EEa B R,
45 2.60 2.80 3.00 3.20 3.40
m/z 42.00 3.45%
5000
41 >
o 1519 \ L 3 51 | 590265 70737781 87
m/z--> 5 10 15 2'0 2'5 3'0 35 40 45 50 55 6|O 65 70 7'5 80 85 90 95 260 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 unknown5.08 Concentration Rank 12

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

5.08 3.72 ng 76227 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 38
2 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 36
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 33
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9

Abundance Scan 341 (5.084 min): BFO79081.D (-339) (-) m/z 73.10 100.00%
7B
5000
43
480 5.00 5.20 5.40
55 87
Ol 2 S %8 m/z 43.10 27.64%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 RN N R
43 480 5.00 5.20 5.40
55 87 m/z 45.10 12.16%
29
0 N H‘\ ‘ If ‘
L AN AL S SN UARLALELA UL DAL SRR O
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
73
480 500 520 540
5000 m/z 41.10 10.56%
43
0 27 55 87 113 131 174
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #1966: Silane, tetramethyl-
73 480 5.00 5.20 5.40
m/z 71.10 8.39%
5000
43
2 15 2 s 88
G L S S L S WL UL LI UL R U L TR I
m/z--> 0 20 40 60 80 100 120 140 160 180 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.12 5.94 ng 121818 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 t-Butyl ethyl ether 102 C6H140 1000118-18-4 23

Abundance Scan 344 (5.119 min): BF079081.D (-343) (-) m/z 43.10 100.00%
43
59
5000
1 480 500 520 540
83 : : : :
0...,....,....,..3.6.','::..,.5?-!-.,-....,....,.-...,....,|....,. m/z 59.05 57.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L R U
59 480 500 520 540
m/z 101.10 18.19%
o 25 3L 37 83 g3 01
miz--> A N e A A AR
Abundance
43
- 480 5.00 520 540
5000 m/z 58.05 16.58%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- |
59 4.80 500 5.20 5.40
m/z 41.10 8.46%
5000 41
69 87
A .
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 unknown7.03 Concentration Rank 3

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

7.03 91.92 ng 1885080 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 511 (7.027 min): BF079081.D (-509) (-) m/z 132.00 100.00%
5000 68
© 9 || o Tisus | 50 oh0 b0 750 7o
o AL s W~ m/z 68.10 43.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 I L UL I U
6.60 6.80 7.00 7.20 7.40
2 78 m/z 134.00 32.01%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.60 6.80 7.00 7.0 7.40
5000 og 116 m/z 66.10 28.17%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T R b e
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 16.96%
117
5000
29 91
7 1 G e | wl
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— e
m/z--> 20 Jo 60 80 160 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 1H-Benzotriazole, 5-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.54 3.09 ng 100023 Acenaphthene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 97
2 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 97
3 1H-Indol-5-0l 133 C8H7NO 001953-54-4 81
4 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 68
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 47
Abundance Scan 906 (11.542 min): BF079081.D (—304) ) m/z 104.10 100.00%
104
133
5000 77
51 S| G B N—
39 |“ 63 86 | 11.20 11.40 11.60 11.80
b el ettt e e .| M/z 133.10 65 94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14197: 1H-Benzotriazole, 5-methyl-
104 133
5000 Ay A”'I""I""I""I[
78 11.20 11.40 11.60 11.80
o m/z 77.00 36.73%
ol 15 27 \\6‘3‘90‘ |
m/z--> 10 20 30 Jo 50 60 70 80 90 100 110 120 130 140
Abundance
104
133 A'IA"P'”I”'W'”'M
11.20 11.40 11.60 11.80
5000 m/z 78.00 34.33%
51 77
39
. 27 63 90 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14212: 1H-Indol-5-ol LI LI LB L LB LB N B
133 11.20 11.40 11.60 11.80
m/z 51.10 23.14%
5000
104
78
ol 14 28 39 31 66 (| so 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Tributyl phosphate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.76 ng 89458 Acenaphthene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 78
2 Tetrabutvlammonium t-butvlphosphite 379 C20H46NO3P 1000164-81-7 38
3 (.+t/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 36
4 2.5-Pvrrolidinedione 99 C4H5N02 000123-56-8 9
5 3-Hydroxy-2,3,4,4-tetramethyl-pe... 202 C11H2203 1000194-64-5 9
Abundance Scan 937 (11.896 min): BFO79081.D (-934) (-) m/z 99.00 100.00%
99
5000
w o m T 160 1180 1260 1230
Ob et ekt b e s b e e || M7z 155,00 16. 30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97593: Tributyl phosphate
99
5000 U RSN SN SR
11.60 11.80 12.00 12.20
0
o e 155 011 m/z 57.10 14 .52%
0 27 | | 82 e \ 169183 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
99
139
11.60 11.80 12.00 12.20
5000 - m/z 41.05 12.03%
31 155
a1 195
o 123 179 | 211227 251 286
Wmﬂmmmwwwm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65252: (.+/-.)-Dethiobiotin
99 11.60 11.80 12.00 12.20
m/z 125.00 8.07%
5000
44
ol 28 | 678 | 113127 1?5 181 199214
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079081.D

Aca On : 9 May 2015 13:45

Operator : TP/1Z

Sample : 62151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Trichloroacetic acid, hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.09 6.78 ng 224056 Chrysene-di12 16.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 1-Docosene 308 C22H44 001599-67-3 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 1-Heptadecanol 256 C17H360 001454-85-9 83
Abundance Scan 1304 (16.091 min): BF079081.D (-1301) (-) m/z 57.10 100.00%
57
5000 111 S
139 007 15.80 16.00 16.20 16.40
Ol ..w....“...,”..,..”,...w....,”..,.”., m/z 43.10 82.40%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 LR B BRI SUMLN B
15. 80 16. 00 16. 20 16. 40
125 m/z 55.10 82.34%
O‘V_F'Jml‘ \‘“\\‘\‘w‘\ 153 19|6.2.2f1.|....|....|....|....|....|
miz--> 0 50 15 200 250 300 350 400 450
Abundance
55
o7 ' 15.80 16.00 16.20 1640
5000 m/z 83.10 80.01%
29
125
o 153 181 308
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance #168066: 17-Pentatriacontene
43 15.80 16.00 16.20 16.40
m/z 97.10 70.16%
5000 83
J 111
o \ | 139167196224 267292 321 462 490 _
miz--> 0 55 160 1éo 260 250 300 350 460 4%0 ' 1580 1600 1650 16.40

8270-BF043015.M Tue May 12 13:32:13 2015 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050815\
Data File : BF079081.D

Acq On : 9 May 2015 13:45

Operator : TP/1Z

Sample : G2151-16

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Amylene Hydrate 1.39 9.2 ng 188827 1 7.32 410140 20.0
Propane, 2,2-dime... 1.48 100.2 ng 2054390 1 7.32 410140 20.0
Butane, 2-methoxy... 1.80 49.8 ng 1020880 1 7.32 410140 20.0
R-(-)-1,2-propane. .. 3.00 5.9 ng 121882 1 7.32 410140 20.0
unknown5.08 5.08 3.7 ng 76227 1 7.32 410140 20.0
2-Pentanone, 4-hy... 5.12 5.9 ng 121818 1 7.32 410140 20.0
unknown7 .03 7.03 91.9 ng 1885080 1 7.32 410140 20.0
1H-Benzotriazole,... 11.54 3.1 ng 100023 3 11.07 648128 20.0
Tributyl phosphate 11.90 2.8 ng 89458 3 11.07 648128 20.0
Trichloroacetic a... 16.09 6.8 ng 224056 5 16.21 661094 20.0
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