LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100419.D

Aca On - 11 Nov 2017 4:22 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16355-09 G elE)
Misc i 110317-TIFR-F-U-M
ALS Vial : 37 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-BF110817.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 2.210 17 21 30 rvB 82060 117375 2.58% 0.422%
2 5.122 512 516 522 rBV 279318 290576 6.39% 1.044%
3 5.516 579 583 586 rBY 1853908 1637068 36.01% 5.881%
4 6.516 749 753 756 rBVY 1289606 1065814 23.44% 3.829%
5 6.545 756 758 763 rVB 65718 54571 1.20% 0.196%
6 6.669 774 779 782 rBVY 2891520 2697530 59.33% 9.691%
7 6.904 815 819 822 rBV 999953 920660 20.25% 3.307%
8 7.063 841 846 849 rBVY 3270786 3301353 72.61% 11.860%
9 7.469 909 915 918 rBVY 2591092 2866680 63.05% 10.298%
10 8.180 1032 1036 1040 rBvV 1302306 1122370 24.69% 4.032%
11 8.733 1126 1130 1134 rBV 81207 63478 1.40% 0.228%

12 9.263 1214 1220 1223 rBV 4376398 4546739 100.00% 16.334%
13 9.939 1329 1335 1346 rVB 1221254 1140683 25.09% 4._.098%
14 10.604 1445 1448 1451 rVB 84001 60670 1.33% 0.218%
15 10.651 1452 1456 1459 rBV 274594 242577 5.34% 0.871%

16 10.721 1464 1468 1472 rBV 1638872 1611027 35.43% 5.787%
17 11.421 1583 1587 1591 rVB 1066786 911058 20.04% 3.273%
18 12.821 1822 1825 1830 rVB 169916 130309 2.87% 0.468%
19 12.898 1830 1838 1842 rBV5 36940 53973 1.19% 0.194%
20 13.010 1852 1857 1860 rBV 3471067 3442955 75.72% 12.368%

21 13.527 1942 1945 1948 rBV 108501 86657 1.91% 0.311%
22 14.062 2032 2036 2039 rBV 907883 828198 18.22% 2.975%
23 15.545 2282 2288 2295 rBV 461582 644324 14.17% 2.315%

Sum of corrected areas: 27836645
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\
Data File : BF100419.D

Aca On : 11 Nov 2017 4:22

Operator : SJ/JU

Sample : 16355-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100419.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100419.D

Aca On : 11 Nov 2017 4:22

Operator : SJ/JU

Sample : 16355-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.21 2.55 ng 117375 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 N-EthvIiformamide 73 C3H7NO 000627-45-2 9
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 21 (2.210 min): BF100419.D (-17) (-) m/z 73.05 100.00%
74.0
5000 43.1
55.0 871
| 2.20 2.30 2.40 2.50 2.60
N N 1 N SN A NN BN m/z 43.10 44.49%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 29.54%
29.0 ‘ ‘
0 N 1 ‘\ ‘ !
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
30.0
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 23.38%
440 580
18.0
G R UL R IS RS IS LS IS RN SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4224: Boronic acid, ethyl-, dimethyl ester
73.0 2.20 2.30 2.40 2.50 2.60
m/z 40.95 15.19%
5000 43.0
15.0
ol 20 290 5.0 87.0  102.0
m/z--> O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100419.D

Aca On : 11 Nov 2017 4:22

Operator : SJ/JU

Sample : 16355-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 6.31 ng 290576 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1.2-Butanediol 90 C4H1002 000584-03-2 9
4 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 516 (5.122 min): BF100419.D (-512) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 DR SARRE SRR LR RN
| 83.0 | 480 5.00 5.20 5.40
o} Y ) RN S A M m/z 59.10 54.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL I
59.0 480 500 520 540
m/z 101.10 16.91%
31.0 g30 1010
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.21%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2294 1,2-Butanediol LA L L B L L B |
31.0 59.0 480 5.00 5.20 5.40
m/z 41.10 9.02%
5000
3.0
0 "|%?:?l"JL""“J"'|'““i"'?};q"|"§?i9"'|“"|""|""|“"|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100419.D

Aca On : 11 Nov 2017 4:22

Operator : SJ/JU

Sample : 16355-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.67 Concentration Rank 2

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

6.67 58.60 ng 2697530 1,4-Dichlorobenzene-d4 6.90
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 779 (6.669 min): BF100419.D (-774) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 IREBEAAREE SR UL S
40.1 540 J 6.40 6.60 6.80 7.00
O‘M.'?ﬁo. T 2 m/z 68.10 40.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IREBE RS RS L S
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.63%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7h0
5000 9go 1160 m/z 66.00 26.14%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.88%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 w“--u--W-rm--ﬁu-ﬂ-u“--lH-P‘-.--nu----u---- IREBEAAREE SRS UL S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100419.D

Aca On : 11 Nov 2017 4:22

Operator : SJ/JU

Sample : 16355-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 4.25 ng 242577 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
4 Benzenebutanoic acid. .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 1456 (10.651 min): BF100419.D (-1452) (-) m/z 105.00 100.00%
105.0
7.0 182.1
5000
51.0 - ”,,,L,w,,” -
6o 1521 10.40 10.60 10.80 11.00
L T m/z 77.00 61.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 HRRUAR SRR SR B
0 10.40 10.60 10.80 11.00
oL m/z 182.10 56.24%
ol 270 ! A 1260 1520 I
mz-> 20 40 60 8 100 120 140 160 180 200
Abundance
105.0
S " 10.40 10.60 10.80 11.00
5000 ' m/z 51.00 23.52%
51.0
27.0 154.0
S L S S O W LA S L UL L W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59701: Benzoic acid, phenyl ester A e e e  ma
105.0 10.40 10.60 10.80 11.00
m/z 181.10 10.36%
5000 77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100419.D

Aca On : 11 Nov 2017 4:22

Operator : SJ/JU

Sample : 16355-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.82 3.15 ng 130309 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 64
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 55
3 Cvclohexanol. 4-amino-. trans- 115 C6H13NO 027489-62-9 38
4 Cvclohexanamine 99 C6H13N 000108-91-8 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38

Abundance Scan 1825 (12.821 min): BF100419.D (-1822) (-) m/z 56.10 100.00%
56.1
5000 A
83.1 129.1 257.2 LRI IS BN UL B
|| : 1711 2132 a120 12.60 12.80 13.00 13.20
Ol el ' m/z 57.10 57.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56.0
5000
2570 12.60 12.80 13.00 13.20
290‘ 830 129.0 : m/z 43.10 43.82%
bk M mosmoans | | og o2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
"' 12'60 12.80 13.00 13.20
5000 m/z 41.00 40.20%
29.0
o 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7847: Cyclohexanol, 4-amino-, trans- R R e RARRR RS
56.0 12.60 12.80 13.00 13.20
m/z 55.00 36.24%
5000
. | 81 o 1150
m/z--> 2'0 4'0 6|0 80 1(')0 150 140 1('30 15';0 2(')0 250 240 2('30 2&'30 3(')0 ' 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100419.D

Aca On : 11 Nov 2017 4:22

Operator : SJ/JU

Sample : 16355-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.53 2.09 ng 86657 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 94
2 Butvl mvristate 284 C18H3602 000110-36-1 80
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 32

Abundance Scan 1945 (13.527 min): BF100419.D (-1942) (-) m/z 56.00 100.00%
56.0
5000

AN
LI I e I I B I

13.20 13.40 13.60 13.80

(o} m/z 57.05 57 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000
285.0 340.0 13.20 13.40 13.60 13.80
1 185.0 m/z 43.05 45 _.29%
. 241.0
ot i b 350 020”0 | | sno
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
e
13.20 13.40 13.60 13.80
m/z 41.00 36.60%
5000 229.0
129.0
185.0 284.0
0 83.0 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #18264: Urea, N,N-di-2-propenyl- L e
56.0 13.20 13.40 13.60 13.80
m/z 55.00 33.45%
5000
30.0
85. 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 20 13. 40 13 60 13. 80

8270-BF110817.M Mon Nov 13 11:15:23 2017 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111017\
Data File : BF100419.D

Acq On : 11 Nov 2017 4:22

Operator : SJ/JU

Sample - 16355-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
Butane, 2-methoxy... 2.21 2.5 ng 117375 1 6.90 920660 20.0
2-Pentanone, 4-hy... 5.12 6.3 ng 290576 1 6.90 920660 20.0
unknown6.67 6.67 58.6 ng 2697530 1 6.90 920660 20.0
Benzophenone 10.65 4.3 ng 242577 3 9.94 1140680 20.0
Hexadecanoic acid... 12.82 3.1 ng 130309 5 14.06 828198 20.0
Octadecanoic acid... 13.53 2.1 ng 86657 5 14.06 828198 20.0
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