LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO030718\
Data File : BM014512.D

Aca On : 06 Mar 2018 23:36

Operator : SJ/JU

Sample : J1699-69

Misc :

ALS Vial : 14 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 M\METHODS\8270-BM020718.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 4.687 286 289 298 rVB2 40650 58199 1.60% 0.209%
2 5.134 359 365 379 rBVY 1677007 2567107 70.65% 9.218%
3 6.710 626 633 653 rBY 1442221 2588175 71.23% 9.294%
4 7.045 683 690 703 rBVY 1783741 2787704 76.72% 10.010%
5 7.498 761 767 781 rBV 460581 768464 21.15% 2.759%

6 7.816 814 821 835 rvB 1388638 2265598 62.36% 8.135%
7 8.669 958 966 977 rBV 845947 1680278 46.25% 6.034%
8 10.275 1229 1239 1254 rBV 411810 905915 24.93% 3.253%
9 12.769 1656 1663 1684 rBV 1835539 3281674 90.32% 11.784%
10 13.651 1806 1813 1822 rBV2 48352 118110 3.25% 0.424%
11 14.063 1877 1883 1892 rBv4 25123 45423 1.25% 0.163%
12 14.169 1894 1901 1911 rVvv2 526080 941156 25.90% 3.380%
13 15.027 2042 2047 2053 rBV3 31719 48521 1.34% 0.174%
14 15.680 2152 2158 2175 rBV 1111263 2180558 60.01% 7.830%
15 15.892 2189 2194 2201 rVB5 26247 42792 1.18% 0.154%

16 16.939 2365 2372 2392 rBV 533981 1009497 27.78% 3.625%
17 17.839 2517 2525 2535 rBVv3 130907 237546 6.54% 0.853%
18 19.133 2740 2745 2752 rBV7 48059 88887 2.45% 0.319%
19 19.580 2815 2821 2827 rBV 2956159 3633385 100.00% 13.047%
20 20.850 3033 3037 3044 rBV2 295379 424590 11.69% 1.525%

21 21.150 3083 3088 3097 rBV2 766647 1155104 31.79% 4.148%
22 23.327 3453 3458 3468 rVB2 497170 1020164 28.08% 3.663%

Sum of corrected areas: 27848847
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014512.D

Aca On : 06 Mar 2018 23:36

Operator : SJ/JU

Sample : J1699-69

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014512.D

Aca On : 06 Mar 2018 23:36

Operator : SJ/JU

Sample : J1699-69

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.05 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.05 72.55 ng 2787700 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10
Abundance Scan 691 (7.051 min): BM014512.D (-683) (-) m/z 132.00 100.00%

132
5000 68 j\‘
0 % |T o5 108 680 7.00 7.20 7.40

3 SRR—— 1 .-" bl & A5l Tm/z 68.10  46.81%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000

6.80 7.00 7.20 7.40

- 70 m/z 66.10 38.85%
60
R e BARAN E L B B R e ARRARARREEY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56 132
] G § W—
6.80 7.00 7.20 7.40
5000 m/z 134.00 32.20%
64
0 s 2 34 42 76 91 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methy!- T
132 680 700 720 740

m/z 69.05 22 .22%

5000
63 90 104
oL 15 28 39 2 S L 116

m/z--> 10 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014512.D

Aca On : 06 Mar 2018 23:36

Operator : SJ/JU

Sample : J1699-69

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.84 4.71 ng 237546 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53
Abundance " Scan 2525 (17.839 min): BM014512.D (-2517) (-) m/z 41.05 100.00%
55 73
5000 129
17.60 17.80 18.00 18.20
0! m/z 43.05 99.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256
17.60 17.80 18.00 18.20
21 m/z 55.10 90.90%
m/z--> "56"26"36 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 17.60 17.80 18.00 18.20
5000 m/z 73.05 90.22%
129
29 185 228

87
101115 143157171 199,14

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37193: n-Decanoic acid AL R R ma e B
60 17.60 17.80 18.00 18.20
m/z 60.00 76.73%
41
5000
ZT "0 1431
bl b h v ‘157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014512.D

Aca On : 06 Mar 2018 23:36

Operator : SJ/JU

Sample : J1699-69

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.85 7.35 ng 424590 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
4 Cvclopentadecane 210 C15H30 000295-48-7 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3037 (20.850 min): BM014512.D (-3033) (-) m/z 55.05 100.00%
% 83
. MJJ\’W\N
AU SR SR B
20.60 20.80 21.00 21.20
ol 20 20 322 30 BAS n/7 43.10  96.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 LR SRR BRI SUBULN SR
20.60 20.80 21.00 21.20
29 HJ m/z 57.10 94 .42%
L H\ 1 “ 113 167 196 223 257 280
m/z--> 5 100 150 200 250 300 350 400
Abundance
57 83
" 20.60 20.80 21.00 21.20
5000 111 m/z 41.10 91.46%
29
322
0 139 167 196 224 252 294
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)- LI L L B L B
20.60 20.80 21.00 21.20
83 m/z 83.05 84 .90%
5000
| 111
o } \139 167 196 224 252 280
m/z--> 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30718\
Data File : BM014512.D

Acq On : 06 Mar 2018 23:36

Operator : SJ/JU

Sample - J1699-69

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .05 7.05 72.5 ng 2787700 1 7.50 768464 20.0
n-Hexadecanoic acid 17.84 4.7 ng 237546 4 16.93 1009500 20.0
5-Eicosene, (E)- 20.85 7.3 ng 424590 5 21.15 1155100 20.0
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