LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022423.D
Aca On : 30 Aug 2019 00:26 Instrument :
Operator : HP/JU gyAﬁg el

- _ lentosampleld :
3?22'6 : K4576-02 RBR-200034-RBR-200036
ALS Vial : 13 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082919 .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 5.146 361 367 379 rBV 311832 457883 36.75% 7.077%
2 6.722 629 635 650 rBV 299785 508685 40.82% 7.862%
3 7.057 686 692 703 rBV 330660 531347 42.64% 8.212%
4 7.522 765 771 777 rBB 72723 106357 8.54% 1.644%
5 7.834 817 824 832 rBB 262280 407519 32.71% 6.298%
6 8.692 964 970 991 rBV 156444 295108 23.68% 4_.561%
7 10.298 1237 1243 1255 rBV 66868 117880 9.46% 1.822%
8 12.786 1660 1666 1678 rBV 398219 596328 47.86% 9.217%
9 13.669 1811 1816 1824 rBB 21983 32657 2.62% 0.505%
10 14.186 1898 1904 1912 rBB2 103653 156232 12.54% 2.415%

11 15.698 2155 2161 2173 rBB 436817 628655 50.45% 9.716%
12 16.951 2369 2374 2380 rBV 130762 196848 15.80% 3.042%

13 16.998 2380 2382 2388 rVB 11070 13998 1.12% 0.216%
14 17.845 2521 2526 2537 rBV4 46274 71602 5.75% 1.107%
15 19.027 2722 2727 2731 rBV 45969 58255 4.68% 0.900%
16 19.139 2742 2746 2752 rBV3 20282 29732 2.39% 0.460%
17 19.392 2785 2789 2793 rVB 33122 43159 3.46% 0.667%
18 19.598 2818 2824 2829 rBV 1090103 1246015 100.00% 19.258%
19 20.233 2929 2932 2936 rBV6 12036 14541 1.17% 0.225%
20 20.356 2949 2953 2956 rBV5 9969 14734 1.18% 0.228%

21 20.862 3034 3039 3045 rBV3 87435 120810 9.70% 1.867%
22 21.068 3071 3074 3077 rBV3 16315 20851 1.67% 0.322%
23 21.168 3085 3091 3095 rBV 309457 415912 33.38% 6.428%
24 23.350 3457 3462 3469 rBvV 207626 385093 30.91% 5.952%

Sum of corrected areas: 6470201
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022423.D

Aca On : 30 Aug 2019 00:26

Operator : HP/JU

ﬁ?ggle : K4576-02 RBR-200034-RBR-200036
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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: BM022423.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022423.D

Aca On : 30 Aug 2019 00:26

Operator : HP/JU

ﬁ?ggle : K4576-02 RBR-200034-RBR-200036
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknown7.06 Concentration Rank 1

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

7.06 99.92 ng 531347 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14

Abundance Scan 692 (7.057 min): BM022423.D (-686) (-) m/z 132.00 100.00%
132
5000 68
40 75 % 103 680 7.00 7.0 7.40
S T " 6“"| g W w7z 68.10  42.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14505: 1H-Benzimidazole, 2-methyl-
132
5000 al S R R

6.80 7.00 7.20 7.40
m/z 66.10 39.65%

52 90
77 104
.,..37,...!I,....il!...,.|II!.,...u,....!n!...,.!-..,..l.l?,...., i
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #14212. 1,3 Cyclopentanedione, 2-chloro-
132
e R Ema
6.80 7.00 7.20 7.40
5000 m/z 134.00 32.98%
69
“ ‘ % g9 103
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R A B ms o
132 6.80 7.00 7.20 7.40
m/z 69.10 23.65%
5000
33 M o g7 105
60 78 |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022423.D

Aca On : 30 Aug 2019 00:26

Operator : HP/JU

ﬁ?ggle : K4576-02 RBR-200034-RBR-200036
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.84 7.27 ng 71602 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2525 (17.839 min): BM022423.D (-2521) (-) m/z 41.00 100.00%
4@ 5 73
5000 129 213
97
| h || | 115 ‘ 157171 192 ‘ 256 17.60 17.80 18.00 18.20
S| O S A Y Y S I m/z 43.00 95.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

17.60 17.80 18.00 18.20
m/z 73.00 93.99%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43 60 73

29 17.60 17.80 18.00 18.20

5000 m/z 60.00 83.70%
‘ m ‘01 115 ‘ 143 157 171 ]_85 ‘ 213226

242
‘\ ‘\ I ‘H Ll \ !

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid S Ry mae
60 73 17.60 17.80 18.00 18.20

43 m/z 55.00 81.37%
T7 01115 | 143 171
10 13157 171 | 199 215

m/z--> 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20

129

5000 129

185 228
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022423.D

Aca On : 30 Aug 2019 00:26

Operator : HP/JU

ﬁ?ggle : K4576-02 RBR-200034-RBR-200036
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 4 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 5.81 ng 120810 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 3039 (20.862 min): BM022423.D (-3034) (-) m/z 43.10 100.00%
69
5000
125 20,60 20.80 21.00 2120
155175 210, 249 327 - - - -
87267 85 "m/z 57.05 87.63%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55
83
5000 HRL R PN SUNI B
11 20.60 20.80 21.00 21.20
29 m/z 55.05 84 .22%
| | | 1o s ZO
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 HRL LR PN SUNI S
20.60 20.80 21.00 21.20
5000 m/z 69.10 75.98%
29 125
| A dl7g | ) 154 196 224 251269 330
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester N AL e B E e e S
4 20.60 20.80 21.00 21.20
69 m/z 83.10 68.97%
97
5000
‘ 125
ILL\ .'. Ly bl 198 106 224 -
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM082919\

Data File : BM022423.D

Acq On : 30 Aug 2019 00:26

Operator : HP/JU

ﬁ?ggle - K4576-02 RBR-200034-RBR-200036
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .06 7.06 99.9 ng 531347 1 7.52 106357 20.0
n-Hexadecanoic acid 17.84 7.3 ng 71602 4 16.95 196848 20.0
Cyclopentadecane 20.86 5.8 ng 120810 5 21.17 415912 20.0
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