LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100586.D

Acq On : 15 Nov 2017 14:23

Operator : SJ/JU

Sample : 16441-12

Misc :

ALS Vial : 10 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 2.192 16 18 28 rvB2 34610 59126 2.50% 0.278%
2 5.110 510 514 524 rBVY 385825 474366 20.07% 2.227%
3 5.504 576 581 584 rBV 2315741 2246749 95.07% 10.546%
4 6.510 746 752 756 rBV 2107889 2321936 98.25% 10.899%
5 6.651 771 776 779 rBV 2434714 2262484 95.73% 10.620%
6 6.880 812 815 819 rBvV 815107 714392 30.23% 3.353%
7 7.039 838 842 845 rBvV 2085894 1786450 75.59% 8.385%
8 7.445 906 911 914 rBV 1592773 1423056 60.21% 6.679%
9 8.163 1029 1033 1037 rBV 1121612 928688 39.30% 4.359%
10 8.716 1124 1127 1130 rBV 84883 63576 2.69% 0.298%

11 9.239 1211 1216 1219 rBV 2697329 2363301 100.00% 11.093%
12 9.627 1278 1282 1285 rBV 171525 124459 5.27% 0.584%
13 9.916 1327 1331 1335 rBvV 978592 923854 39.09% 4 _.336%
14 10.627 1448 1452 1455 rBV 156509 115869 4_.90% 0.544%
15 10.704 1461 1465 1469 rBV 1370820 1179999 49.93% 5.539%

16 11.404 1580 1584 1587 rBV 931680 763604 32.31% 3.584%
17 11.915 1668 1671 1676 rBV 112008 114125 4._.83% 0.536%
18 12.704 1801 1805 1811 rBV2 43389 48150 2.04% 0.226%
19 12.986 1849 1853 1856 rBV 1767298 1505369 63.70% 7.066%
20 13.868 2000 2003 2015 rBV 233284 277270 11.73% 1.301%

21 14.039 2028 2032 2036 rBV 802705 697132 29.50% 3.272%

22 14.503 2108 2111 2114 rBV5 21049 35571 1.51% 0.167%
23 14.656 2134 2137 2143 rVB 105592 121576 5.14% 0.571%
24 15.145 2218 2220 2225 rBV5 25360 30467 1.29% 0.143%

25 15.515 2278 2283 2291 rBV 573639 723405 30.61% 3.395%

Sum of corrected areas: 21304974
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100586.D

Acq On : 15 Nov 2017 14:23

Operator : SJ/JU

Sample : 16441-12

Misc :

ALS Vial : 10 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

Abundance TIC: BF100586.D
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Abundance TIC: BF100586.D
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Abundance TIC: BF100586.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100586.D

Acq On : 15 Nov 2017 14:23

Operator : SJ/JU

Sample : 16441-12

Misc :

ALS Vial : 10 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

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 13.28 ng 474366 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 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 514 (5.110 min): BF100586.D (-510) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540
O 3l 53 e 8| e 00 55,575
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR UL LS AR
59 480 500 520 540
m/z 101.00 16.93%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.00 15.45%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R B e R
43 480 5.00 5.20 5.40
m/z 41.10 9.16%
5000
101
o 15 253137 | 5 %8 g9 86 X
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100586.D

Acq On : 15 Nov 2017 14:23

Operator : SJ/JU

Sample : 16441-12

Misc :

ALS Vial : 10 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

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 63.34 ng 2262480 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 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF100586.D (-771) (-) m/z 132.00 100.00%
132
5000 68
96 PSSP AARBE SRR R
40 54 -8 06 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 39.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR S R R L
6.40 6.60 6.80 7.00
2 51 m/z 134.00 32.40%
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 25.40%
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 B N Ry
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.18%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SRS § A | U—
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 : BF100586.D

Acq On : 15 Nov 2017 14:23

Operator : SJ/JU

Sample : 16441-12

Misc :

ALS Vial : 10 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

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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.51 ng 115869 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 1452 (10.627 min): BF100586.D (-1448) (-) m/z 105.00 100.00%
105
7 182
5000
51 N | WS
152 10.40 10.60 10.80 11.00
o...,....3,9..'|..,6.3..~:-,....,.'...,1.2.6..,..:~.,....,”....,.. m/z 77.00 60.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone
105
77
5000 L IR SUMURE BN B
182 10.40 10.60 10.80 11.00
o1 m/z 182.10 52.69%
17 27 39 | 63 | 87 | 115126 152 165 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
77 163 1040 10,60 10.80 11.00
5000 51 m/z 51.00 24 _39%
63 127 154
L S U L WL UL B B L WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59701: Benzoic acid, phenyl ester A e o R R
105 10.40 10.60 10.80 11.00
m/z 106.00 8.27%
5000 o
51
39
o 27 7 J 65 | 94 115 1m 198
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 : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100586.D

Acq On : 15 Nov 2017 14:23

Operator : SJ/JU

Sample : 16441-12

Misc :

ALS Vial : 10 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

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.99 ng 114125 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 18
Abundance Scan 1672 (11.921 min): BF100586.D (-1668) (-) m/z 73.00 100.00%

5000

213 : A
157171
199

11.60 11.80 12.00 12.20
0f m/z 43.00 96.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60

5000 N I
11.60 11.80 12.00 12.20

m/z 60.00 89.41%

157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

o

73
N e BmamE

43 57 11.60 11.80 12.00 12.20

5000 129 m/z 57.05 74.99%

171
115
27 97 214
157

o 186

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95854: Pentadecanoic acid

43 11.60 11.80 12.00 12.20
m/z 41.05 71.64%

5000
2
‘ “‘ Iw 157171 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100586.D

Acq On : 15 Nov 2017 14:23

Operator : SJ/JU

Sample : 16441-12

Misc :

ALS Vial : 10 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

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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 7.95 ng 277270 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 2003 (13.868 min): BF100586.D (-2000) (-) m/z 57.05 100.00%

57 83

5000

:

13.60 13.80 14.00 14.20
m/z 55.00 97.29%

o 139 163182 208 233

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
556 83

:

13!60 13.I80 14.I00 14!20
m/z 43.10 93.61%

5000

167

196 222238 266 294

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 57
83 AT
13.60 13.80 14.00 14.20
5000 m/z 83.05 86.28%
111
25 139 167 196 224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecy! ester e AR R R
13.60 13.80 14.00 14.20
m/z 69.05 75.95%

3

5000

B
]

139955 182 210
AR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF100586.D

Acq On : 15 Nov 2017 14:23

Operator : SJ/JU

Sample : 16441-12

Misc :

ALS Vial : 10 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

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 unknownl4.66 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .66 3.49 ng 121576 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 47
2 2-Ethylhexyl methacrylate 198 C12H2202 000688-84-6 25
3 1-(2-Hydroxymethylpyrrolidin-1-y... 143 C7H13NO2 1000192-83-2 25
4 2-Propenoic acid, 2-methyl-, oct... 198 C12H2202 002157-01-9 25
5 Di-n-octyl phthalate 390 C24H3804 000117-84-0 22
Abundance Scan 2138 (14.662 min): BF100586.D (-2134) (-) m/z 70.05 100.00%
70
261
149
112
5000 167
‘”} 14.40 14.60 14.80 15.00
190 225 280 315333 : : :
ol .hiﬂ'Hb%l.lﬁu,n%'.:'.uM“ﬂ 1280, 33988 0 q/z 261.15  72.19%
miz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149167 261
5000
14.40 14.60 14.80 15.00
4l m/z 149.00 62.52%
o ‘M h I ‘h 93 ‘ | 189 23 | 280304 333 361
miz--> 50 100 150 200 250 300 350
Abundance
70
41 LR BN B BUULE U
14.40 14.60 14.80 15.00
5000 m/z 112.10 50.91%
112
oL15 89 139 169
LI UL LA L WL UL WL UL
miz--> 50 100 150 200 250 300 350
Abundance #20276: 1-(2-Hydroxymethylpyrrolidin-1-yl)ethanone
70 14.40 14.60 14.80 15.00
m/z 167.00 36.15%
5000 112
43
ok =h’l" + 'qll ”'\'1ﬁ% LY UL S WL UL
miz--> 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 : BF100586.D

Acq On : 15 Nov 2017 14:23

Operator : SJ/JU

Sample : 16441-12

Misc :

ALS Vial : 10 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.11 13.3 ng 474366 1 6.88 714392 20.0
unknown6 .65 6.65 63.3 ng 2262480 1 6.88 714392 20.0
Benzophenone 10.63 2.5 ng 115869 3 9.92 923854 20.0
n-Hexadecanoic acid 11.92 3.0 ng 114125 4 11.40 763604 20.0
1-Heneicosanol 13.87 8.0 ng 277270 5 14.04 697132 20.0
unknownl14 .66 14.66 3.5 ng 121576 5 14.04 697132 20.0
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