LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO030718\
Data File : BM014504.D

Aca On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample : J1699-17

Misc :

ALS Vial : 6 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 4.693 287 290 294 rBV2 24061 33588 1.18% 0.128%
2 5.134 360 365 380 rBVY 1374523 2140072 75.29% 8.154%
3 6.710 628 633 652 rBY 1143909 2109008 74.19% 8.036%
4 7.045 683 690 703 rBVY 1523223 2393687 84.21% 9.120%
5 7.504 760 768 777 rBV 481609 765145 26.92% 2.915%
6 7.816 814 821 830 rBVY 1146583 1876045 66.00% 7.148%
7 8.669 959 966 982 rBV 744377 1486496 52.29% 5.664%
8 10.275 1232 1239 1252 rBV 435917 912236 32.09% 3.476%
9 12.492 1610 1616 1622 rBV3 49974 78686 2.77% 0.300%
10 12.769 1656 1663 1680 rBY 1624624 2842546 100.00% 10.831%
11 13.157 1721 1729 1735 rBvV7 25065 71108 2.50% 0.271%
12 13.692 1816 1820 1828 rVB5 41981 63078 2.22% 0.240%
13 14.169 1892 1901 1911 rBV2 625404 1055468 37.13% 4.022%
14 14.968 2030 2037 2041 rBvV2 25178 36465 1.28% 0.139%
15 15.016 2041 2045 2054 rVB4 29683 53611 1.89% 0.204%

16 15.686 2152 2159 2176 rBV 1073144 2044982 71.94% 7.792%
17 16.857 2354 2358 2364 rBV6 21542 36697 1.29% 0.140%
18 16.933 2364 2371 2383 rBV 622242 1060491 37.31% 4.041%
19 17.221 2414 2420 2426 rBV 125218 165010 5.81% 0.629%
20 17.604 2481 2485 2490 rBVS 16408 28969 1.02% 0.110%

21 17.839 2519 2525 2531 rBV2 196548 323858 11.39% 1.234%
22 17.904 2531 2536 2546 rVB 660931 843786 29.68% 3.215%
23 18.698 2668 2671 2675 rVB5 23271 28545 1.00% 0.109%
24 18.762 2678 2682 2686 rBV6 32430 46167 1.62% 0.176%
25 19.133 2740 2745 2757 rBV5 138428 282707 9.95% 1.077%

26 19.351 2778 2782 2785 rVB3 45767 56711 2.00% 0.216%
27 19.580 2815 2821 2829 rBV 2220397 2724320 95.84% 10.380%
28 19.886 2866 2873 2877 rBV3 105477 149942 5.27% 0.571%
29 20.386 2955 2958 2963 rVB3 78863 86159 3.03% 0.328%
30 20.856 3034 3038 3043 rVB4 170744 200600 7.06% 0.764%

31 21.062 3069 3073 3075 rBV2 48664 58286 2.05% 0.222%

32 21.150 3083 3088 3096 rBV2 755220 1114382 39.20% 4.246%
33 23.333 3453 3459 3469 rVB 484330 1076577 37.87% 4.102%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO030718\
Data File : BM014504.D

Aca On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample : J1699-17

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\8270-BM020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 26245428
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014504.D

Aca On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample : J1699-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM014504.D

2000000

7.05
1500000 5.13

6.71 7.82

1000000
8.67

500000 7.50 10.27

4.69 JL

e e R T

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014504.D

1958
2000000

12.77
1500000

15.69
1000000

14.17 16.93 17.90

500000

17.
17.22
1249 || 1316 13.69 ) 16.86 17.60

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014504.D

19.89 20.39

2000000

1500000

1000000 21.15
23.33

500000
20.86 . — SR o SV . . . v
21

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014504.D

Aca On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample : J1699-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 62.57 ng 2393690 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14

Abundance Scan 691 (7.051 min): BM014504.D (-683) (-) m/z 132.00 100.00%
132
5000 /\‘
. 680 7.00 7.20 7.40
0 B m/z 68.10 45_.16%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 U NI L L I
69 6.80 7.00 7.20 7.40
ag 2 m/z 66.10 36.97%
‘ ‘ 89 103
0....H‘H.‘.“‘k“k"‘.‘. ‘Pgu‘u‘lmuj;lusluu B B B A
m/z--> 40 60 100 120 140 160 180 200
Abundance
132
) 'é.'sb' 7.00 7.20 7.40
5000 97 m/z 134.00 34.59%
70
31
. 44 60 86 116
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R B A mus
132 6.80 7.00 7.20 7.40
69 m/z 69.10 22.93%
104
5000
31 51
IO TN V| R | A
m/z--> 40 60 80 100 120 140 160 180 200 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 : BM014504.D

Aca On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample : J1699-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,2-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.22 3.11 ng 165010 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 56
2 1.2-Benzenedicarboxvlic acid. di... 250 C14H1804 000131-16-8 50
3 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 45
4 1.2-Benzenedicarboxvlic acid. bu... 278 C16H2204 017851-53-5 45
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 45
Abundance Scan 2420 (17.221 min): BM014504.D (-2414) (-) m/z 149.00 100.00%
149
5000
41 57 104 SRR RASAR ARRA A
76 17.00 17.20 17.40 17.60
121 167 223
ol ke b 2L 1 167205223243 AT 05 16. 25%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105071: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149
5000 LIS I BN BULRUR
17.00 17.20 17.40 17.60
m/z 57.05 14 .85%
29 57 223
ol 6 104121 167 189205 263278
mz-> 20 46 eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
149
" 17.00 17.20 17.40 17.60
5000 m/z 104.00 13.36%
o 43 59 76 104 121 167 191 209 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #145664: 1,2-Benzenedicarboxylic acid, butyl 8-methylnonyl... e
149 17.00 17.20 17.40 17.60
m/z 43.05 10.92%
5000
41 57 223
O il i 85204020 | 167 25 ) 307
miz-> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 300 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014504.D

Aca On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample : J1699-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3
R.T. EstConc Area Relative to ISTD R.T.
17.84 6.11 ng 323858 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 2525 (17.839 min): BM014504.D (-2519) (-) m/z 73.00 100.00%
1 60 78
- i J'L
213 P T T
43107111185 1097 207 256 17160 17.80 18.00 18 20
m/z 41.10 94 _.12%

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73

5000
1760 1780 18,00 1820
m/z 60.00 85.53%

. HmHmmmmmmmmmmmw%
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20
50000 129 m/z 43.00 78.98%
87 242
115 | 143 185199
101 157171 13
e R RS A R A S AR SRS SRR SRS SRR RARRY
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid AR AR aEmE s
60 78 17.60 17.80 18.00 18.20
m/z 55.10 72.61%
43
5000
129
29 ‘ 415 171185 214
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BM014504.D

Aca On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample : J1699-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.13 5.07 ng 282707 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Tridecanoic acid 214 C13H2602 000638-53-9 49

Abundance Scan 2745 (19.133 min): BM014504.D (-2740) (-) m/z 43.00 100.00%

5000

129
185207 241

o84 R RERREEEE RS RSy
18.80 19.00 19.20 19.40
o m/z 73.00 92 .30%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 LA L L L L B LB LB |
9 18.80 19.00 19.20 19.40
H ! 185 a1 m/z 55.10 81.46%
PR TN T~
m/z--> 50 100 150 200 250 300 350
Abundance
43
R RERREEEE R RSy
73 18.80 19.00 19.20 19.40
5000 284 m/z 60.05 80.03%
129
97
185 213 241
o 157 265 311 372
L I e e B B T I e o e e e e LA e
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
3 18.80 19.00 19.20 19.40
43 m/z 41.00 65.89%
5000 129
185 228
T a0s |
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014504.D

Aca On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample : J1699-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.89 2.69 ng 149942 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 68
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 68
3 Nonadecane 268 C19H40 000629-92-5 68
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 64
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 64

Abundance Scan 2874 (19.892 min): BM014504.D (-2866) (-) m/z 57.10 100.00%

57

5000
175 207 249 549 355 19.60 19.80 20.00 20.20
0! 'hﬂnﬂ.h. T m/z 43.05 90.50%
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57
5000 85 LA L L L L L LB
19. 60 19. 80 20. 00 20 20
m/z 70.95 62.63%
29 113 141
0 | | ‘ ) h H Ly 169 197 225 253 281 309 337 380
e T
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T T T
19.60 19.80 20.00 20.20
5000 85 m/z 85.05 45 .24%
113
oL 38 141160182 21 253 280 399 337 365
L e e o o B e e L o e e o e I B A
m/z--> 50 100 150 200 250 300 350
Abundance #99475: Nonadecane
57 19.60 19.80 20.00 20.20
m/z 41.05 37.85%
5000 85
29 268
| \1}3 141 1169 197 205
VY S S N N 1 P e D S ——
m/z--> 50 100 150 200 250 300 350 19. 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014504.D

Aca On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample : J1699-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.86 3.60 ng 200600 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 89
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 1-Pentadecene 210 C15H30 013360-61-7 70
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 68
Abundance Scan 3039 (20.862 min): BM014504.D (-3034) (-) m/z 43.05 100.00%
43
83
5000
111 S
152 192919945 4 20.60 20.80 21.00 21.20
Ot m/z 57.10 73.90%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #98169: 1-Nonadecene
57 83
5000 111 LA L L L L L L L
29 mmmmmmmm
266 m/z 55.00 67.28%
0...|... l67.1.96..?3.8|....|....|....|....|....|
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
69 HRL LR PN SUNI S
97 20.60 20.80 21.00 21.20
5000 m/z 83.10 55.93%
125
o 153 196 224
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #168066: 17-Pentatriacontene R BT S
43 20.60 20.80 21.00 21.20
m/z 41.05 53.34Y%
5000 83
YJ 111
0 | 139167196224 267292 321 462 490
miz--> 0 55 160 1%0 260 250 300 350 460 4%0 ' 2060 2080 2100 2120
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30718\
Data File : BM014504.D

Acq On : 06 Mar 2018 18:47

Operator : SJ/JU

Sample - J1699-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718_.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]
unknown? .05 7.05 62.6 ng 2393690 1 7.50 765145 20.0
1,2-Benzenedicarb... 17.22 3.1 ng 165010 4 16.93 1060490 20.0
n-Hexadecanoic acid 17.84 6.1 ng 323858 4 16.93 1060490 20.0
Octadecanoic acid 19.13 5.1 ng 282707 5 21.15 1114380 20.0
Heptacosane 19.89 2.7 ng 149942 5 21.15 1114380 20.0
1-Nonadecene 20.86 3.6 ng 200600 5 21.15 1114380 20.0
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