LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100591.D

Acq On : 15 Nov 2017 16:38

Operator : SJ/JU

Sample - 16422-06

Misc :

ALS Vial : 15 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_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 height area % max. total
1 2.193 15 18 28 rvB 18190 26601 1.09% 0.123%
2 5.110 510 514 525 rBVY 398298 487356 19.96% 2.253%
3 5.504 576 581 584 rBV 2321888 2238797 91.69% 10.349%
4 6.510 746 752 756 rBV 2204848 2328746 95.37% 10.765%
5 6.651 771 776 779 rBV 2404312 2286983 93.66% 10.572%

6.881 812 815 819 rBV 791562 703112 28.80% 3.250%
7.040 838 842 845 rVB 2085472 1775203 72.70% 8.206%
7.445 906 911 914 rBV 1597567 1439484 58.95% 6.654%
8.163 1029 1033 1037 rBV 1092603 885933 36.28% 4_.095%
8.716 1123 1127 1130 rBV 200430 152436 6.24% 0.705%

=
QO ~NO®

11 9.239 1211 1216 1219 rBV 2762958 2441738 100.00% 11.288%
12 9.628 1278 1282 1285 rBV 311658 227161 9.30% 1.050%
13 9.922 1327 1332 1335 rBvV 921700 868539 35.57% 4._.015%
14 10.628 1448 1452 1455 rBV 501077 379545 15.54% 1.755%
15 10.704 1461 1465 1469 rBV 1284510 1114166 45.63% 5.151%

16 11.404 1580 1584 1587 rBV 828667 681444 27.91% 3.150%

17 11.916 1666 1671 1675 rBV 52004 51947 2.13% 0.240%
18 12.986 1849 1853 1856 rBV 1850231 1582066 64.79% 7.314%
19 13.827 1994 1996 2000 rBV 22744 28328 1.16% 0.131%

20 13.868 2000 2003 2012 rVvVv 169068 199079 8.15% 0.920%

21 14.039 2029 2032 2036 rVB 765155 674376 27.62% 3.117%
22 14.657 2134 2137 2142 rVB 407312 387008 15.85% 1.789%
23 15.515 2278 2283 2291 rBV 512332 672021 27.52% 3.107%

Sum of corrected areas: 21632069
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111517\

BF100591.D

15 Nov 2017 16:38

SJ/Ju

16422-06

15 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF100591.D
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5.11

6.65
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7.04

7.45
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0
Time-->
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2500000

2000000

1500000
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500000

8.16

TIC: BF100591.D

10.70

9.92 11.40
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11.92

12.99
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Time-->
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9.50
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12.50
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2500000

2000000

1500000

1000000

500000

TIC: BF100591.D

14.04

15.52
14.66

13.87
13.83

Time-->

14.00

17.00

16.00 16.50

15.50

15.00

14.50

17.50

18.

18.50

00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100591.D

Acq On : 15 Nov 2017 16:38

Operator : SJ/JU

Sample - 16422-06

Misc :

ALS Vial : 15 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

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

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

5.11 13.86 ng 487356 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 514 (5.110 min): BF100591.D (-510) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540
IR N R NN B 7o .
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LN IR L
59 480 500 520 540
m/z 101.00 17.72%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.00 14 _.30%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R R b A
50 4.80 500 5.20 5.40
m/z 41.00 8.57%
5000
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LR UL SRR SR UL UL FULELEL SR SO S S B IR A R LS AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100591.D

Acq On : 15 Nov 2017 16:38

Operator : SJ/JU

Sample - 16422-06

Misc :

ALS Vial : 15 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

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 unknown6.65 Concentration Rank 1

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

6.65 65.05 ng 2286980 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 776 (6.651 min): BF100591.D (-771) (-) m/z 132.00 100.00%
132
5000 68
96 PSSP AARBE SRR R
40 54 28 06 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 39.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS L R L
6.40 6.60 6.80 7.00
2 51 m/z 134.00 32.78%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 24 _.91%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R T N Ry
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.82%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SRS § Y | E—
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 : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100591.D

Acq On : 15 Nov 2017 16:38

Operator : SJ/JU

Sample - 16422-06

Misc :

ALS Vial : 15 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

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 4 2-Hydroxy-iso-butyrophenone Concentration Rank 7

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

8.72 3.44 ng 152436 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 90
2 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 72
3 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5

Abundance Scan 1128 (8.722 min): BF100591.D (-1123) (-) m/z 59.00 100.00%
59
5000
77 105
T '8.40 8.60 880 9.00
ot o e 477 105.00  29.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 AR SRR LR AR
8.40 8.60 8.80 9.00
43 77 105 m/z 77.00 25.24%
31
O '|""'|J"m' T 'Ll' 9}'| M"'lf%' "|'1§?'| R N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
840 860 8.80 9.00
5000 m/z 43.00 16.58%
75 105
43
o 121 149 165 180
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester el e Ay
59 8.40 8.60 8.80 9.00
m/z 106.00 15.81%
5000
3 43
o 15 \‘ .70 89 117
m/z--> 20 40 60 80 100 120 140 160 180 840 860 880 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100591.D

Acq On : 15 Nov 2017 16:38

Operator : SJ/JU

Sample - 16422-06

Misc :

ALS Vial : 15 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

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.
10.63 8.74 ng 379545 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
3 Benzopinacol 366 C26H2202 000464-72-2 47
4 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 47
5 S-Benzoyl (thiohydroxylamine) 153 C7H7NOS 025740-80-1 47
Abundance Scan 1452 (10.628 min): BF100591.D (-1448) (-) m/z 105.00 100.00%
105
7 182
5000
51 N
152 10.40 10.60 10.80 11.00
o....{|..--..,.?2?.,A....,....,.... | m/z T77.00 59.27%
m/z--> 50 100 150 200 250 300 350
Abundance #47241: Benzophenone
105
77
5000 LN IR SUMLRR BN B
182 10.40 10.60 10.80 11.00
o1 m/z 182.10 52.57%
0 27 | Wi | 126 152
m/z--> 50 100 150 200 250 300 350
Abundance
105
77 1040 10,60 10.80 11.00
5000 m/z 51.00 25.98%
51
ol_28 134 165
m/z--> 50 100 150 200 250 300 350
Abundance #194481: Benzopinacol A o R ma
105 183 10.40 10.60 10.80 11.00
77 m/z 181.10 8.15%
5000
51
oL 27 | 4| 139 185, 243 271 332349
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100591.D

Acq On : 15 Nov 2017 16:38

Operator : SJ/JU

Sample - 16422-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.90 ng 199079 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 95
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2003 (13.868 min): BF100591.D (-2000) (-) m/z 57.05 100.00%
47
SR AR SUNRILA SR SR
205 13.60 13.80 14.00 14.20
o G a1 m/z 55.05 98.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecyl ester
4
83
5000 L I SR UL IR
111 13.60 13.80 14.00 14.20
m/z 43.10 96 .58%
o M m P weao0
m/z--> 50 150 200 250 300 350 400
Abundance
57
83 SR AR SUNILA SRR SR
13.60 13.80 14.00 14.20
5000 111 m/z 83.05 92.51%
29 139 199 210 255 406
O B e S e T T S et
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene A R B
4 o7 13.60 13.80 14.00 14.20
69 m/z 97.05  79.70%
5000
125
0 15 \‘ | I‘ ’ il J\ J\ ]15.4 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100591.D

Acq On : 15 Nov 2017 16:38

Operator : SJ/JU

Sample - 16422-06

Misc :

ALS Vial : 15 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

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 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.66 11.48 ng 387008 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
2 2-Propenoic acid, 2-methyl-, oct... 198 C12H2202 002157-01-9 32
3 Fumaric acid, ethyl 2-ethylhexyl... 256 C14H2404 1000339-13-5 32
4 Fumaric acid, 2-ethylhexyl hexyl... 312 C18H3204 1000339-14-1 22
5 9-(27,2"-Dimethylpropanoilhydraz... 576 C30H42CI2N403 1000111-04-6 18
Abundance Scan 2138 (14.663 min): BF100591.D (-2134) (-) m/z 70.05 100.00%
70
149 261
5000 112 167
14.40 14.60 14.80 15.00
- ." .h?%l. Lo |l 1soo08231 |20 383 | 477149.00  70.24%
m/z--> 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149167 261
5000 LR UM BN SN L
14.40 14.60 14.80 15.00
279 m/z 261.15 62.38%
okl .?3,\..‘. - }§9|| 232 : L t Iﬁoé 333 |361 .
m/z--> 50 100 150 200 250 300 350
Abundance
70
a 1440 14,60 14.80 15.00
5000 112 m/z 112.10 45 _54%
T T —
m/z--> 50 100 150 200 250 300 350
Abundance #107166: Fumaric acid, ethyl 2-ethylhexyl ester R R EEEE EEL S LR
70 14.40 14.60 14.80 15.00
m/z 57.10 39.32%
5000 127
99
211
] ’ ey T I e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100591.D

Acq On : 15 Nov 2017 16:38

Operator : SJ/JU

Sample - 16422-06

Misc :

ALS Vial : 15 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]
2-Pentanone, 4-hy... 5.11 13.9 ng 487356 1 6.88 703112 20.0
unknown6 .65 6.65 65.0 ng 2286980 1 6.88 703112 20.0
2-Hydroxy-iso-but. .. 8.72 3.4 ng 152436 2 8.16 885933 20.0
Benzophenone 10.63 8.7 ng 379545 3 9.92 868539 20.0
Trichloroacetic a... 13.87 5.9 ng 199079 5 14.04 674376 20.0
1,3-Benzenedicarb... 14.66 11.5 ng 387008 5 14.04 674376 20.0
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