LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042415\
Data File : BG016711.D

Aca On : 25 Apr 2015 11:19

Operator : TP/1Z

Sample = 62006-02

Misc :

ALS Vial : 25 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 G\METHODS\8270-BG042315.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 2.746 6 10 24 rVB 334828 408300 14.49% 2.992%
2 4.703 336 343 349 rBV 91723 126441 4_.49% 0.926%
3 5.184 420 425 438 rBV 222510 316546 11.23% 2.319%
4 6.788 692 698 710 rBV 130841 210979 7.49% 1.546%
5 7.129 750 756 766 rBV 451140 693538 24.61% 5.082%

7.593 827 835 844 rVB 143829 224543 7.97% 1.645%
7.911 882 889 896 rBvV 775102 1182873 41.97% 8.667%
8.751 1024 1032 1047 rBvV 571349 926884 32.89% 6.791%
203471 340979 12.10% 2.498%
12.864 1725 1732 1741 rBV 1628921 2306486 81.83% 16.900%

=
QOO ~NO®
=
o
w
\l
(00]
=
W
o
=
=
W
o
©
=
w
=
©
=
os]
<

11 13.704 1871 1875 1885 rVB2 31831 49035 1.74% 0.359%
12 14.244 1961 1967 1975 rBvV2 312861 464842 16.49% 3.406%
13 14.562 2015 2021 2031 rBV 232861 385700 13.68% 2.826%
14 15.743 2216 2222 2232 rBV 538598 807548 28.65% 5.917%
15 16.753 2391 2394 2401 rBV3 25547 36944 1.31% 0.271%

16 16.988 2429 2434 2441 rBV2 396824 586244 20.80% 4._.295%
17 17.899 2585 2589 2597 rBV 140708 221646 7.86% 1.624%
18 19.186 2804 2808 2815 rBV 121646 176182 6.25% 1.291%
19 19.626 2878 2883 2888 rBV 2348808 2818481 100.00% 20.651%
20 20.895 3096 3099 3107 rVB5 31515 44465 1.58% 0.326%

21 21.177 3142 3147 3155 rBV 567312 668576 23.72% 4_.899%
22 23.387 3516 3523 3531 rBV2 347056 650869 23.09% 4_.769%

Sum of corrected areas: 13648101

8270-BG042315.M Mon Apr 27 13:55:52 2015 Page: 1



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG042415\
BGO16711.D

25 Apr 2015 11:19

TP/1Z

G2006-02

25 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG016711.D

7.91

7.13

4.70 o8 6.79 7.59 10.38

0
Time-->

300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00

Abundance

2000000

1500000

1000000

500000

TIC: BG016711.D
19.63

12.86

15.74
16.99

14.24
14.56 17.90 19.19
13.70 K

16.75 A AL

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

TIC: BG016711.D

21.18
23.39

20.90

0
Time-->

21.00 2150 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\BG042415\
Data File : BG016711.D

Aca On : 25 Apr 2015 11:19

Operator : TP/1Z

Sample : 6G2006-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.75 36.37 ng 408300 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 11 (2.752 min): BG016711.D (-6) (-) m/z 73.05 100.00%
7B
5000
43 87
| 007 2.80 2.90 3.00 3.10 3.20
e e e e 2% m/z 43.10  26.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 HAE AR RARAE MR R R
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 25.68%
”"I”"I”"I” “|w"|”"|”"|“"|“"|“"|“"
m/z--> 20 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.05 19.12%
45
29
59 101
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 11.05%
5000
44 58
18 ‘ ‘
”'UIM"Mm"I”"I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG042415\
Data File : BG016711.D

Aca On : 25 Apr 2015 11:19

Operator : TP/1Z

Sample : 6G2006-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.70 11.26 ng 126441 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 343 (4.703 min): BG016711.D (-336) (-) m/z 43.10 100.00%
a3
59
5000
101
o1 | o 440 460 480 500
L e . = M m/z 59.10 64 .89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL IR L R
59 440 460 480 500
m/z 101.10 33.18%
"'l'“'|'“"?%'“1“'“l"A|"'w"'w§?'w??'}ﬁ%"l'“'|'“'|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 18.14%
68
50 126 14
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.40 4.60 4.80 5.00
m/z 41.10 8.04%
5000 101
28 59
‘ ‘ 70 84
"WEEP'NL”whhﬁ%Mi“”LM'HLW”'W“”I“”P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042415\
Data File : BG016711.D

Aca On : 25 Apr 2015 11:19

Operator : TP/1Z

Sample : 6G2006-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 3 unknown7.13 Concentration Rank 2

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

7.13 61.77 ng 693538 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 756 (7.129 min): BG016711.D (-750) (-) m/z 132.00 100.00%
5000
68
o st || 7re Tiens | T e
SR TN N2 2 N | N m/z 68.10  33.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS U RN
6.80 7.00 7.20 7.40
21 51 78 m/z 134.00 32.88%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 21.35%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 13.14%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. B SN & W
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042415\
Data File : BG016711.D

Aca On : 25 Apr 2015 11:19

Operator : TP/1Z

Sample : 6G2006-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 1H-Benzotriazole, 5-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .56 16.59 ng 385700 Acenaphthene-d10 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 96
2 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 95
3 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 76
4 Benzene. l-isocvanato-4-methvl- 133 C8H7NO 000622-58-2 64
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 64

Abundance Scan 2021 (14.562 min): BG016711.D (-2015) (-) m/z 104.10 100.00%

104
133
5000
77

51 R R R e e RRas
39 63 14. 20 14. 40 14. 60 14. 80
o 0 M A9 A1 167 192 1 Th/z 133.05  74.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14197: 1H-Benzotriazole, 5-methyl-
104 133
5000 LA L L L L L L LB LB
78 14.20 14.40 14.60 14.80
‘ m/z 77.10 32.68%
..1?,??..‘,..\\..,....,.... N
m/z--> 20 40 80 100 120 140 160 180
Abundance
104
133
14.20 14.40 14.60 14.80
5000 27 m/z 78.05 32.44%
51
39
27 63 90 116
B o o I L o o e N LI
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14238: 2H-Indol-2-one, 1,3-dihydro- e  REEAR RS L
104 133 14.20 14.40 14.60 14.80
m/z 105.05 24 _97%
5000 78
51
a @ | o | |
T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042415\
Data File : BG016711.D

Aca On : 25 Apr 2015 11:19

Operator : TP/1Z

Sample : 6G2006-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.90 7.56 ng 221646 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2589 (17.899 min): BG016711.D (-2585) (-) m/z 73.05 100.00%
73
60
43
5000 129 AE*W*~V~MM~MJ\HM\M‘me~vwv
97 213 256 LN N L L B
| L] 1aa BT 71185 00T e 17.60 17.80 18.00 18.20
R m/z 60.05 71.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 17.60 17.80 18.00 18.20
. 213 m/z 43.10 62.64%
185
||||||||||||| | HH‘ MH |M ||“|‘||14‘|.3|||‘|||‘|| I‘Ilj:gglll‘l 2|2|7|?49|||‘ —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.|60 17.|80 18.|00 18.|20
5000 29 m/z 57.10 58.64%
129
87 115 171 214
101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid T
60 73 17.60 17.80 18.00 18.20
43 m/z 55.10 54 _17%
5000 129
. 185 228
9 115 | 143 171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042415\
Data File : BG016711.D

Aca On : 25 Apr 2015 11:19

Operator : TP/1Z

Sample : 6G2006-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.19 5.27 ng 176182 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2809 (19.192 min): BG016711.D (-2804) (-) m/z 73.10 100.00%
5000 ,~WAvA~MM~,AN,jk”smﬂ4~4«w»«J\m
18:80 19.00 19,20 19.40 19.60
m/z 60.10 75.06%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 NSRRI B B
18.80 19.00 19.20 19.40 19.60
‘ o7 185 oag 284 m/z 43.10 72.36%
|15| I Il i) ‘M. m \:II'S\?J .“. \|2}3| L .“ 2|6|5 .“. ———
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 18:80 19.00 19,20 19.40 19.60
5000 284 m/z 55.10 61.50%
129
97
185
157 213 241 0 oy 372 ¢‘Nﬁ\mﬂw¢w&ﬂvv/\“MWAWLAMMW*/\¢
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #75071: Tetradecanoic acid A EAE R s
3 18.80 19.00 19.20 19.40 19.60
43 m/z 57.10 58.56%
5000 129
185 228
T |
JLwiw”'le§"\' HELERIN SRR UL U LRI IR B B
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042415\
Data File : BG016711.D

Acq On = 25 Apr 2015 11:19

Operator : TP/1Z

Sample - G2006-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042315_.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... 2.75 36.4 ng 408300 1 7.59 224543 20.0
2-Pentanone, 4-hy... 4.70 11.3 ng 126441 1 7.59 224543 20.0
unknown7 .13 7.13 61.8 ng 693538 1 7.59 224543 20.0
1H-Benzotriazole, ... 14.56 16.6 ng 385700 3 14.24 464842 20.0
n-Hexadecanoic acid 17.90 7.6 ng 221646 4 16.99 586244 20.0
Octadecanoic acid 19.19 5.3 ng 176182 5 21.18 668576 20.0
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