LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011215\
Data File : BF076816.D

Aca On : 12 Jan 2015 19:31

Operator - 1Z / TP

Sample : 6G1030-11

Misc S

ALS Vial : 12 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-BF010915.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 1.407 27 28 33 rBv 7692 13795 1.41% 0.162%
2 1.487 33 35 45 rvVv 86559 142198 14.50% 1.667%
3 4.242 273 276 285 rBV 108232 231146 23.56% 2.709%
4 5.167 354 357 369 rBB 438032 791092 80.64% 9.271%
5 7.476 556 559 565 rBV 495637 789571 80.49% 9.253%
6 7.579 565 568 576 rVB 551539 843661 86.00% 9.887%
7 8.082 609 612 616 rBB 127537 189190 19.29% 2.217%
8 8.402 637 640 644 rBV 393216 606673 61.84% 7.110%
9 9.373 722 725 728 rBV 348438 493095 50.26% 5.779%
10 10.985 863 866 870 rBV 183568 270841 27.61% 3.174%
11 12.448 992 994 998 rBB 13707 23296 2.37% 0.273%
12 13.637 1095 1098 1102 rBvV 618455 950966 96.94% 11.145%
13 14.700 1188 1191 1194 rBvV 23062 33735 3.44% 0.395%
14 15.123 1225 1228 1232 rBB 192601 292131 29.78% 3.424%
15 16.711 1364 1367 1369 rBvV 68837 87920 8.96% 1.030%

16 16.768 1369 1372 1375 rBV 449152 602712 61.44% 7.064%
17 17.854 1464 1467 1469 rBV 286810 304145 31.00% 3.564%
18 18.826 1550 1552 1556 rBB 19928 23656 2.41% 0.277%
19 20.072 1658 1661 1664 rBV 958490 981011 100.00% 11.497%
20 21.340 1766 1772 1775 rBV 282477 437499 44 .60% 5.127%

21 21.718 1802 1805 1808 rBV 7379 12113 1.23% 0.142%
22 22.106 1837 1839 1843 rBV2 9214 14991 1.53% 0.176%
23 22.483 1870 1872 1876 rVB2 6059 10600 1.08% 0.124%
24 23.021 1916 1919 1923 rBV 206305 266928 27.21% 3.128%
25 23.238 1934 1938 1942 rBV4 6934 14318 1.46% 0.168%
26 23.615 1969 1971 1972 rBV2 7523 11224 1.14% 0.132%
27 23.649 1972 1974 1977 rVB3 11927 22668 2.31% 0.266%
28 23.981 1997 2003 2009 rBv4 7817 28592 2.91% 0.335%
29 24.461 2042 2045 2049 rBv4 5855 17168 1.75% 0.201%
30 24.632 2056 2060 2062 rBV5 6662 14824 1.51% 0.174%
31 26.118 2188 2190 2196 rVB4 4446 10939 1.12% 0.128%
Sum of corrected areas: 8532698
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011215\
Data File : BF076816.D

Aca On : 12 Jan 2015 19:31

Operator =: 1Z / TP

Sample : G1030-11

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF076816.D
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8270-BF010915.M Tue Jan 13 14:11:03 2015 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011215\
Data File : BF076816.D

Aca On : 12 Jan 2015 19:31

Operator =: 1Z / TP

Sample : G1030-11

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010915.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 Guanidine Concentration Rank 3

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

4.24 24 .44 ng 231146 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Hexanol. 2-methvyl- 116 C7H160 000625-23-0 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 36
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 28

Abundance Scan 276 (4.242 min): BFO76816.D (-273) (-) m/z 43.10 100.00%
ile] 50
5000
T T ik A ako
Ob e Bl 8 m/z 59.10 78.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine
43 59
5000 18 RSN SRR
4.00 4.20 4.40 4.60
28 m/z 101.00 22.59Y%
0 12 /! | 1N .
LU SRR SR SR UL FULRLEL IR SO SR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
400 420 440 4.60
5000 m/z 58.10 19.11%
59
o 271 37 53 67 778 o1 O°
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e e ma s D
59 4.00 4.20 4.40 4.60
m/z 41.10 9.09%
5000
a1 101
15 81 53 69 83
0"'l""|""'N“'“l"'"'l“‘l“i""‘l""l""'|""|""|' RSN SRR R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011215\
Data File : BF076816.D

Aca On : 12 Jan 2015 19:31

Operator =: 1Z / TP

Sample : G1030-11

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.58 Concentration Rank 1

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

7.58 89.19 ng 843661 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 568 (7.579 min): BF076816.D (-565) (-) m/z 132.00 100.00%
5000 68
20 54 S 720 7.40 7.60 7.80 8.00
0 e AR ma m/z 68.10 38.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR L L S
7.20 7.40 7.60 7.80 8.00
31 51 78 m/z 134.00 32.30%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 27 .47%
33 aa o 105
o 60 80 115
LN S SN I UURLELEL UL UL UURL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LRSI B i i e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.10 16.60%
5000 98 116
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 8 SN AV 1 U
m/z--> 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011215\
Data File : BF076816.D

Aca On : 12 Jan 2015 19:31

Operator =: 1Z / TP

Sample : G1030-11

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010915.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.71 5.78 ng 87920 Phenanthrene-d10 17.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 47
4 N-Methoxv-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 47
Abundance Scan 1367 (16.711 min): 5F076816.D (-1364) (-) m/z 105.00 100.00%
105
77
182
5000
51
3 | . | 152 16.40 16.60 16.80 17.00
okt e e ey m/z 77.10 63.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44109: Benzophenone
105
77 182
5000 AU UL SRR
16.40 16.60 16.80 17.00
51 m/z 182.10 52 .94%
0 27 39 | 63 | 87 115126 139 152 165 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
- 16.40 16.60 16,80 17.00
5000 m/z 51.00 27 .93%
51
0 27 39 65 91 154
mz-> 20 40 60 80 100 120 140 160 180
Abundance #31396: Benzoy! isothiocyanate R e s ma
105 16.40 16.60 16.80 17.00
77 m/z 181.10 11.09%
5000
51
oL 1827 38 | 62 | 86 | 131
LA P UL SRS SUELELELS UARLELLA UL AL UL SR RN A S
m/z--> 20 40 60 80 100 120 140 160 180 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011215\
Data File : BF076816.D

Aca On : 12 Jan 2015 19:31

Operator =: 1Z / TP

Sample : G1030-11

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010915.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 Ethanol, 2-(dodecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.98 2.14 ng 28592 Perylene-di12 23.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 53
2 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 50
3 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 45
4 Tritetracontane 605 C43H88 007098-21-7 45
5 Dotriacontane 451 C32H66 000544-85-4 42
Abundance Scan 2003 (23.981 min): BF076816.D (-1997) (-) m/z 57.05 100.00%
57 71
43 85
5000
ol 23150 2350 P40 24120 440
Ol e '.,....,....,..1??,1.4.7..,....,.1.9.1.,.|...,....,....,... m/z 71.10 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76356: Ethanol, 2-(dodecyloxy)-
43 57
5000
23.60 23.80 24.00 24.20 24.40
29 m/z 43.10 63.54%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57 711
43 23.60 23.80 24.00 24,20 24.40
5000 m/z 85.10 63.54Y%
84
29 112
ol s Ll Ll %7y 131144 185199 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94520: Hexadecane, 1-chloro-
43 57 23.60 23.80 24.00 24.20 24.40
m/z 41.10 41 .88%
5000 o1
29 105
oL 15 “ A HH\H1}9433147161175189203217231 260
m/z--> 2'0 4'0 60 8IO 100 120 14'10 160 180 200 220 240 2('30 23.60 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011215\
Data File : BF076816.D

Acq On : 12 Jan 2015 19:31

Operator - 1Z / TP

Sample : G1030-11

Misc S

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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]
Guanidine 4.24 24 .4 ng 231146 1 8.08 189190 20.0
unknown7 .58 7.58 89.2 ng 843661 1 8.08 189190 20.0
Benzophenone 16.71 5.8 ng 87920 4 17.85 304145 20.0
Ethanol, 2-(dodec... 23.98 2.1 ng 28592 6 23.02 266928 20.0
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