LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121718\
Data File : BM018242.D
Acq On : 17 Dec 2018 10:56 Instrument :
Operator : JU/SJ gyAﬁg ol

- _ lentosampleld :
3?22'6 - J6379-04 P001-SS003-1218-01
ALS Vial : 4 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_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 4.687 301 306 318 rVvB 82187 116499 1.98% 0.280%
2 5.128 375 381 393 rBV 2261668 3196803 54.37% 7.675%
3 6.698 640 648 663 rBvY 2164084 3631023 61.75% 8.717%
4 7.034 697 705 715 rBV 2387447 3649507 62.07% 8.762%
5 7.492 777 783 792 rBVY 542535 840107 14.29% 2.017%
6 7.804 828 836 851 rBV 1652327 2684590 45.66% 6.445%
7 8.651 972 980 995 rBV 1260611 2149863 36.56% 5.161%
8 10.263 1247 1254 1273 rBVY 635303 1160157 19.73% 2.785%
9 12.763 1671 1679 1703 rBV 3107964 4761974 80.98% 11.433%
10 13.633 1820 1827 1838 rBV 119133 209435 3.56% 0.503%

11 14.151 1909 1915 1926 rBV2 945369 1515649 25.78% 3.639%
12 15.662 2165 2172 2188 rBV 2572012 3830522 65.14% 9.196%
13 16.915 2378 2385 2401 rBV 1175638 1756632 29.87% 4.217%
14 17.827 2534 2540 2550 rBV 193908 302814 5.15% 0.727%
15 19.127 2756 2761 2770 rBV6 80327 150784 2.56% 0.362%

16 19.568 2830 2836 2844 rBV 4630881 5880092 100.00% 14.117%
17 19.709 2856 2860 2864 rBv4 53579 63489 1.08% 0.152%
18 19.850 2880 2884 2888 rBv2 131481 167951 2.86% 0.403%
19 20.133 2928 2932 2938 rBV3 129508 160881 2.74% 0.386%
20 20.268 2951 2955 2964 rBV 279689 473550 8.05% 1.137%

21 20.392 2972 2976 2980 rBV 90286 99710 1.70% 0.239%
22 20.450 2980 2986 2993 rBV5 80217 182167 3.10% 0.437%
23 20.597 3008 3011 3016 rBv4 87833 121686 2.07% 0.292%
24 20.862 3052 3056 3062 rBV2 302145 409825 6.97% 0.984%
25 21.139 3097 3103 3112 rBV 1246925 1933158 32.88% 4.641%

26 21.297 3127 3130 3136 rBV 140142 150940 2.57% 0.362%
27 21.468 3157 3159 3164 rVB6 62079 65113 1.11% 0.156%
28 21.721 3199 3202 3205 rBV 145757 169148 2.88% 0.406%
29 22.168 3275 3278 3284 rVB 172283 201676 3.43% 0.484%
30 22.650 3357 3360 3364 rVB 111316 140754 2.39% 0.338%

31 23.297 3464 3470 3480 rVB 810256 1475816 25.10% 3.543%

Sum of corrected areas: 41652315
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018242.D

Acq On : 17 Dec 2018 10:56

Operator : JU/SJ

ﬁ?ggle i J6379-04 P001-SS003-1218-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM018242.D
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Abundance TIC: BM018242.D
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Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018242.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018242.D

Acq On : 17 Dec 2018 10:56

Operator : JU/SJ

ﬁ?ggle i J6379-04 P001-SS003-1218-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.69 2.77 ng 116499 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 37
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 37
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
5 5-Hexen-2-one 98 C6H100 000109-49-9 11

Abundance Scan 307 (4.693 min): BM018242.D (-301) (-) m/z 42.95 100.00%
a3 5o
5000 101

4.40 4.60 4.80 5.00

37l 53, 83

bt Tm/z 59.10 79.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L L LB LI
59 4.40 4.60 4.80 5.00
m/z 101.10 37.39%
15 31 101
\ 25 1 37 53, 83 ‘
e L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R R REES  REREEmma
4.40 4.60 4.80 5.00
5000 43 m/z 58.10 18.66%
31
15 69 87
L e = ot L o S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4330: Butane, 1-ethoxy- A mmEE L
59 440 4.60 4.80 5.00
31 m/z 41.00 10.99%
5000 41
0 1 | | |47 53] | 87 102
A o o o L I e e e e o R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018242.D

Acq On : 17 Dec 2018 10:56

Operator : JU/SJ

ﬁ?ggle i J6379-04 P001-SS003-1218-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
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 2 unknown7.03 Concentration Rank 1

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

7.03 86.88 ng 3649510 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 704 (7.028 min): BM018242.D (-697) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.60 6.80 7.00 7.20 7.40
54 . . . . :
ol (8 06 20 Tm/z 68.10  43.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR LI LN IR
6.60 6.80 7.00 7.20 7.40
31 m/z 134.00 31.91%
0I"LN\lﬂhl'l”j?'”'l""ﬁ'"I"”I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 29.83%
33 aa . 105
o 60 '~ g0 115
URREREPUR LU FURLELEL WAL L SIS L UL DN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE R
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 19.36%
5000
92
IFEE ek
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018242.D

Acq On : 17 Dec 2018 10:56

Operator : JU/SJ

ﬁ?ggle i J6379-04 P001-SS003-1218-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.83 3.45 ng 302814 Phenanthrene-d10 16.92
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2541 (17.833 min): BM018242.D (-2534) (-) m/z 73.00 100.00%

B
43
5000 129
213
1

43107171185, 99 17.60 17.80 18.00 18.20

Ol 281 m/z 60.00 84.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid

5000{ 29 256 R T
17.60 17.80 18.00 18.20
“ “‘\‘ 1l H‘ M
[TrTTITToT

m/z 43.05 67 .43%

21
143 157171 185199

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
17.60 17.80 18.00 18.20
5000 129 m/z 55.10 62.06%
29
87 15 =h 214
101 143157 = 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid R T e T
43 5 3 17.60 17.80 18.00 18.20
m/z 41.10 61.80%
129
- [ \AW\L\N
0f R e T e
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 : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018242.D

Acq On : 17 Dec 2018 10:56

Operator : JU/SJ

ﬁ?ggle i J6379-04 P001-SS003-1218-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
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 5 1,3-Diamino-5,6-dihydro-7-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.27 4.90 ng 473550 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Diamino-5,6-dihydro-7-methox... 242 C13H14N40 037436-49-0 72
2 Benzo[c]phenanthrene, 2-methyl- 242 C19H14 002606-85-1 64
3 2,27"-(m-Phenylene)dithiophene 242 C14H10S2 104500-00-7 64
4 Triphenylene, l1l-methyl- 242 C19H14 002871-91-2 64
5 Cyclobutane, 1,3-bis(4-methoxy-2... 484 C30H2806 1000159-95-5 64
Abundance Scan 2955 (20.268 min): BM018242.D (-2951) (-) m/z 242.20 100.00%
242
5000
91 121141 165183 212 20.00 20.20 20.40 20.60
Ohrotoreepeartprive bbbttt e b 209 298 3% 1 77 243.10  19.87%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83389: 1,3-Diamino-5,6-dihydro-7-methoxybenzol[f]lquinazoline
242
5000 LRI U UM LU SR
20.00 20.20 20.40 20.60
43 114 109 m/z 212.10 9.30%
140 169
o...,“..‘..6,%..7:‘?.‘.‘%.‘..‘.‘.v..‘...!‘ bk ....‘.:“..2.‘."..‘.... S ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
242
20,00 20.20 20.40 20.60
5000 m/z 241.20 8.31%

113
39 63 87 139 163 189 224

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83453: 2,2'-(m-Phenylene)dithiophene
242 20.00 20.20 20.40 20.60
m/z 120.95 7.85%
5000
oh 45 69 98 12‘1 139 165 1?7 26
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018242.D

Acq On : 17 Dec 2018 10:56

Operator : JU/SJ

ﬁ?ggle i J6379-04 P001-SS003-1218-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
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 6 9-Tricosene, (2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 4.24 ng 409825 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene, (2)- 322 C23H46 027519-02-4 97
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 70
3 9-Octadecene, (E)- 252 C18H36 007206-25-9 70
4 9-Nonadecene 266 C19H38 031035-07-1 64
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 60
Abundance Scan 3056 (20.862 min): BM018242.D (-3052) (-) m/z 57.10 100.00%
57
5000
111 o) b
139162182 207 537252 oo, 324 351 3% 20.60 20.80 21.00 21.20
okl m/z 71.10 76 .80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129063: 9-Tricosene, (2)-
57 83
5000 111 BB AR AR
20.60 20.80 21.00 21.20
29 m/z 43.05 68.80%
322
o .‘. "‘I‘ . M.“ﬁ‘ “ ‘\ \“\ \I ﬂ \\7;\]"96 224 2|52| : .2.9?. .“ e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
20,60 20.80 21.00 2120
5000 m/z 55.10 57.19%
29 111
o 139 168 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #89786: 9-Octadecene, (E)- T L
55 20.60 20.80 21.00 21.20
83 m/z 83.00 56.56%
5000
29
N J | l x139 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

8270-BM121518 .M Tue Dec 18 17:41:46 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018242.D

Acq On : 17 Dec 2018 10:56

Operator : JU/SJ

ﬁ?ggle i J6379-04 P001-SS003-1218-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
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 7 Docosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.17 2.09 ng 201676 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 68
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 68
3 Heptacosane 380 C27H56 000593-49-7 68
4 Heneicosane 296 C21H44 000629-94-7 64
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 64
Abundance Scan 3278 (22.168 min): BM018242.D (-3275) (-) m/z 57.10 100.00%
g7
85
5000
127 155 . 02007 281 21.80 22.00 22.20 22.40
183 256 327 355
I 2% 416 m/z 71.10 93.40%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #123096: Docosane
57
5000 85 AR AR BB BAREE
mmnmnmnm
113, m/z 85.05 62.26%
miz--> 0 §o 160 150 260 2%0 360 3éo 460 4éo
Abundance
57
21.80 22.00 22.20 22.40
5000 85 m/z 43.00 62.13%
O T T T T T T T T T T
miz--> 0 §0 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #151555: Heptacosane L BE T o
57 21.80 22.00 22.20 22.40
m/z 55.00 29.81%
5000 85
29 113141
0 |77, 169 197 225 253 281 309 337 380
miz--> 0 §0 160 1%0 260 2%0 360 3éo 460 4éo 2180 2200 2220 2240 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018242.D

Acq On : 17 Dec 2018 10:56

Operator : JU/SJ

3?22'6 i J6379-04 P001-SS003-1218-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
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]
2-Pentanone, 4-hy... 4.69 2.8 ng 116499 1 7.49 840107 20.0
unknown7 .03 7.03 86.9 ng 3649510 1 7.49 840107 20.0
n-Hexadecanoic acid 17.83 3.5 ng 302814 4 16.92 1756630 20.0
1,3-Diamino-5,6-d... 20.27 4.9 ng 473550 5 21.14 1933160 20.0
9-Tricosene, (2)- 20.86 4.2 ng 409825 5 21.14 1933160 20.0
Docosane 22.17 2.1 ng 201676 5 21.14 1933160 20.0
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