LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105095.D

Aca On : 4 May 2018 1:27

Operator : JU/SJ

Sample : J2626-02

Misc :

ALS Vial : 24 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-BF040618.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 5.010 492 497 510 rBV 52602 107255 3.76% 0.461%
2 5.410 561 565 594 rBVY 1974929 2701133 94.81% 11.615%
3 6.439 735 740 756 rBVY 2010535 2671101 93.75% 11.486%
4 6.557 756 760 782 rVB 2651892 2849098 100.00% 12.251%
5 6.780 794 798 815 rVB 594842 612472 21.50% 2.634%
6 6.933 820 824 847 rBVY 2125997 2137300 75.02% 9.190%
7 7.351 891 895 913 rBVY 1466060 1693650 59.45% 7.283%
8 8.063 1013 1016 1034 rBV 763376 804681 28.24% 3.460%
9 9.139 1195 1199 1209 rBvV 2854113 2840561 99.70% 12.214%
10 9.539 1263 1267 1274 rBV 252879 256546 9.00% 1.103%
11 9.739 1298 1301 1305 rBV 40928 32229 1.13% 0.139%
12 9.821 1311 1315 1329 rVB 886414 839963 29.48% 3.612%
13 10.239 1383 1386 1389 rVB 65430 46622 1.64% 0.200%
14 10.615 1446 1450 1464 rBVY 1526491 1642705 57.66% 7.064%
15 10.710 1464 1466 1472 rVB 50027 51080 1.79% 0.220%

16 11.310 1565 1568 1584 rVB 676787 695611 24.42% 2.991%
17 11.833 1654 1657 1671 rBV2 196328 208966 7.33% 0.899%
18 12.621 1787 1791 1797 rBV 26769 31952 1.12% 0.137%
19 12.904 1834 1839 1842 rBV 1922340 1882706 66.08% 8.096%
20 13.821 1992 1995 2002 rBV 80528 109445 3.84% 0.471%

21 14.009 2023 2027 2037 rBV 474841 499810 17.54% 2.149%

22 14.098 2039 2042 2048 rVB 61900 57222 2.01% 0.246%
23 14.845 2165 2169 2175 rBV5 21359 32598 1.14% 0.140%
24 14.927 2180 2183 2188 rVB2 22772 30301 1.06% 0.130%

25 15.568 2287 2292 2302 rBV 308757 420927 14.77% 1.810%

Sum of corrected areas: 23255934
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105095.D

Aca On : 4 May 2018 1:27

Operator : JU/SJ

Sample : J2626-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105095.D

Aca On : 4 May 2018 1:27

Operator : JU/SJ

Sample : J2626-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 5

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

5.01 3.50 ng 107255 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetone 58 C3H60 000067-64-1 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 497 (5.010 min): BF105095.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 B g SN N
4.60 4.80 5.00 520 5.40
0 T Ry % - m/z 59.00 67.19%
RIS L SURILIL AR UL SULIL UL IS UL UL UL S - - ¢
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I LI UL L
4.60 4.80 5.00 520 5.40
m/z 101.00 26 .65%
15 31 101
0 25 | 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.00 16.44%
15
58
) 27
e R RS I RS UL UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4083: Morpholine, 4-methyl-
43 4.60 4.80 5.00 520 5.40
m/z 41.00 11.09%
5000
101
71
0 "'P"'I'%?'I"?ﬁ""l"'??'?ﬁI""I""I'?pW""I""I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105095.D

Aca On : 4 May 2018 1:27

Operator : JU/SJ

Sample : J2626-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.56 Concentration Rank 1

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

6.56 93.04 ng 2849100 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 761 (6.563 min): BF105095.D (-756) (-) m/z 132.00 100.00%
132
5000 /L
68
% 620 640 6.60 680
40 54 75 104
o..,....,....,...:,'-...7.,....??.I.'....,..f??,..!.,.':..,.1.1.5.,....,-'...,.. m/z 68.10  33.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 6.20 6.40 6.60 6.80
53 17 m/z 134.00 33.20%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.00 21.44%
o 15 28 39 52 @ 7 e 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.20 6.40 6.60 6.80

m/z 96.00 13.90%

5000
33 44 o g7 105
78
Cww T ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105095.D

Aca On : 4 May 2018 1:27

Operator : JU/SJ

Sample : J2626-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.83 6.01 ng 208966 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1656 (11.827 min): BF105095.D (-1654) (-) m/z 73.00 100.00%
43 60 T A\\
5000
129
7 e e
011° | 143157171185 106 213, 11:60 11.80 12.00 12.20
0! m/z 60.00 82.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256 RN S SULRLLS I
129 nmnmnmnm
5727 213 m/z 43.05 78.39%
185
0 T I‘l - i \‘I ||||| | HH‘ MH . H‘\ Iulwl |14|.3|| | Ba | T I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000] o 129 m/z 57.00 62.47%
87 242
143 199
101 115 157 171 185
R R L A B L SRS SRS LA SRS SARA RARRN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 6073 11.60 11.80 12.00 12.20
m/z 54.95 61.52%
5000 - e
?7 1115 ‘ 71 214
0 ..hw.ww.u“HLL.}“..M,.u.ﬁ%?}??.”.,ﬂ.}pq..u N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105095.D

Aca On : 4 May 2018 1:27

Operator : JU/SJ

Sample : J2626-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.38 ng 109445 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 1995 (13.821 min): BF105095.D (-1992) (-) m/z 57.00 100.00%
5000 4
1360 13.80 14.00 14.20
Obrrr m/z 83.05 96.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000
13.60 13.80 14.00 14.20
125 m/z 69.05 89.19%
153168 196 224

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R e e e R
a1 13.60 13.80 14.00 14.20
5000 111 m/z 55.10 86.50%
0 26 139154 182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene N R RS B B L
4 7 13.60 13.80 14.00 14.20

m/z 97.00 84 .09%

5000

140 168 106 222238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105095.D

Aca On : 4 May 2018 1:27

Operator : JU/SJ

Sample : J2626-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Cyclopentadecanone, 2-hydroxy- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.10 2.29 ng 57222 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecanone. 2-hvdroxy- 240 C15H2802 004727-18-8 68
2 Cvclododecanemethanol 198 C13H260 001892-12-2 62
3 Chloromethvl 6-chlorododecanoate 282 C13H24Cl1202 080419-02-9 53
4 1-Octadecanol 270 C18H380 000112-92-5 53
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 53

Abundance Scan 2042 (14.098 min): BF105095.D (-2039) (-) m/z 55.05 100.00%
g5
5000

13.80 14.00 14.20 14.40
m/z 41.05 60.75%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94142: Cyclopentadecanone, 2-hydroxy-

55

83

5000 LA L L L L L L L L
13.80 14.00 14.20 14.40
m/z 69.00 59.17%
o I 161 180197 222240
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
83 TR o
13.80 14.00 14.20 14.40
5000 m/z 97.10 48.35%
29 111
137 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128765: Chloromethyl 6-chlorododecanoate
55 13.80 14.00 14.20 14.40
m/z 83.05 46.46%
5000 96
3 138 181
| 2 121 | 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050318\
Data File : BF105095.D

Acq On : 4 May 2018 1:27

Operator : JU/SJ

Sample - J2626-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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... 5.01 3.5 ng 107255 1 6.78 612472 20.0
unknown6 .56 6.56 93.0 ng 2849100 1 6.78 612472 20.0
n-Hexadecanoic acid 11.83 6.0 ng 208966 4 11.31 695611 20.0
Trichloroacetic a... 13.82 4.4 ng 109445 5 14.01 499810 20.0
Cyclopentadecanon... 14.10 2.3 ng 57222 5 14.01 499810 20.0
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