LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO51319\
Data File : BM020321.D
Aca On : 13 May 2019 18:09 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K2767-17 P026-SS012-0612-01
ALS Vial : 12 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-BM043019 .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 5.340 395 400 412 rVB 827781 1252801 48.27% 7.166%
2 6.928 663 670 686 rBV 807330 1336366 51.49% 7.644%
3 7.292 725 732 741 rBV 851421 1399691 53.93% 8.006%
4 7.757 805 811 818 rBV 178754 275868 10.63% 1.578%
5 8.075 858 865 875 rBV 606142 967441 37.27% 5.534%

8.928 1001 1010 1025 rBV 435628 820354 31.61% 4.692%
10.551 1278 1286 1294 rBV 181635 315090 12.14% 1.802%
rBvV 1016716 1556642 59.97% 8.904%
13.863 1843 1849 1859 rBV 154661 231604 8.92% 1.325%
14.133 1889 1895 1904 rVB 17875 29244 1.13% 0.167%
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11 14.280 1913 1920 1930 rBV3 13301 27510 1.06% 0.157%
12 14.404 1935 1941 1950 rBV2 290642 444379 17.12% 2.542%
13 15.898 2189 2195 2210 rBV 915176 1408360 54.26% 8.056%
14 17.156 2403 2409 2414 rBV 375366 568820 21.91% 3.254%

15 17.198 2414 2416 2423 rVB 43997 61550 2.37% 0.352%
16 18.039 2553 2559 2563 rBV2 89256 136929 5.28% 0.783%
17 18.074 2563 2565 2570 rVB 22216 32285 1.24% 0.185%
18 18.215 2585 2589 2594 rBV3 23410 41904 1.61% 0.240%
19 18.327 2604 2608 2613 rVB3 18066 25969 1.00% 0.149%
20 18.580 2647 2651 2657 rVvv4 18172 27603 1.06% 0.158%
21 18.956 2710 2715 2719 rBvV4 35742 68003 2.62% 0.389%
22 19.098 2734 2739 2744 rBV5 17810 28302 1.09% 0.162%
23 19.215 2751 2759 2766 rBV 118845 176820 6.81% 1.011%
24 19.368 2781 2785 2789 rVB 22309 30229 1.16% 0.173%
25 19.580 2817 2821 2830 rVV 223256 301525 11.62% 1.725%
26 19.656 2830 2834 2839 rBV7 21098 37903 1.46% 0.217%
27 19.786 2850 2856 2868 rVB 1991421 2595600 100.00% 14.847%
28 19.903 2872 2876 2885 rBV5 23422 55571 2.14% 0.318%
29 20.044 2896 2900 2901 rBV3 30301 34517 1.33% 0.197%
30 20.233 2929 2932 2937 rVB 37083 45202 1.74% 0.259%
31 20.374 2953 2956 2960 rBV 46164 54255 2.09% 0.310%
32 20.421 2960 2964 2967 rBV 34530 45644 1.76% 0.261%

33 21.039 3065 3069 3079 rBV3 217460 337802 13.01% 1.932%
34 21.344 3115 3121 3125 rBV2 632534 968988 37.33% 5.543%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051319\

Data File : BM020321.D

Aca On : 13 May 2019 18:09

Operator : JU/SJ

3?22'6 i K2767-17 P026-55012-0612-01
ALS Vial : 12 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 :\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.386 3125 3128 3135 rVB 138496 199477 7.69% 1.141%

36 22.515 3317 3320 3324 rVB 151776 179862 6.93% 1.029%
37 22.944 3389 3393 3404 rVB2 106121 300546 11.58% 1.719%
38 23.433 3472 3476 3480 rBvV 79551 129375 4.98% 0.740%
39 23.527 3489 3492 3500 rVB 99973 184991 7.13% 1.058%
40 23.633 3504 3510 3524 rVB 346285 747728 28.81% 4.277%

Sum of corrected areas: 17482750
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051319\

Data File : BM020321.D

Aca On : 13 May 2019 18:09

Operator : JU/SJ

ﬁ?ggle i K2767-17 P026-55012-0612-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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: BM020321.D
2000000
1500000
1000000
5.34 6.93 7.29
8.07
500000 8.93
7.76 10.55
— I
O L o B B A A B e e e i T e o o o B o o o o e L I B
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: BM020321.D
2000000 1979
1500000
13.02
1000000 15.90
500000 17.16
14.40 19.5
13.86 19.22 2833
1408 k 1§20 "Bilfrazzs 56 1819619937, -
o e e ...K L o = e L R e e i,
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: BM020321.D
2000000
1500000
1000000
21.34
500000
O L o o o L B o e T L B o e o o L I B e o e o NN A o e o o o o
Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 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 : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051319\

Data File : BM020321.D

Aca On : 13 May 2019 18:09

Operator : JU/SJ

ﬁ?ggle i K2767-17 P026-55012-0612-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.29 Concentration Rank 1

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

7.29 101.48 ng 1399690 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 732 (7.292 min): BM020321.D (-725) (-) m/z 132.00 100.00%
132
5000 68 j\_
0wl g T 76 7k Tho 7k
..,....,....,...::'.'..." T 1] PR A 1 I | N m/z 68.10 51.98%
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
7.00 7.20 7.40 7.60
a1 70 m/z 66.00 35.53%
4451 60 | 77 g 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
7.00 7.20 7.40 7.60
5000 m/z 134.00 33.21%
5 28 3 s G 77 %0 14 6 |
iz 1 % 3 b 6 7o b 60 100 130 130 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- R e o
132 7.00 7.20 7.40 7.60
m/z 69.10 23.19%
5000
104
51
92
S W .--““ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051319\

Data File : BM020321.D

Aca On : 13 May 2019 18:09

Operator : JU/SJ

ﬁ?ggle i K2767-17 P026-55012-0612-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknownl18.04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.04 4.81 ng 136929 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 38
2 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 35
3 Tetradecanoic acid 228 C14H2802 000544-63-8 35
4 Dodecanoic acid 200 C12H2402 000143-07-7 32
5 Pentadecanoic acid 242 C15H3002 001002-84-2 30
Abundance Scan 2559 (18.039 min): BM020321.D (-2553) (-) m/z 73.00 100.00%
73
60
5000 43 192
97 115129 213
157171 297 256 17.80 18.00 18.20 18.40
m/z 60.00 59.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46617: Undecanoic acid
6o 73
43
5000 29 R R SN IR B
17.80 18.00 18.20 18.40
‘ 115129143 186 m/z 56.95 55.36%
101
. ,|! el 157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy!
73
60 " 17.80 18.00 18.20 18.40

5000 m/z 55.05 53.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ﬂ“mw}kv“WMﬂw/kwwﬂuw
Abundance #75071: Tetradecanoic acid

60 73 17,80 18.00 18.20 18.40
43 m/z 43.00 49.72%
5000 129
185 228
‘ T7 01115 | 143 171 ‘ 199
w 0 oY Wt W .25 M () A= B ach s
miz--> 20 40 80 100 120 140 160 180 200 220 240 260 17,80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051319\

Data File : BM020321.D

Aca On : 13 May 2019 18:09

Operator : JU/SJ

ﬁ?ggle i K2767-17 P026-55012-0612-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.96 2.39 ng 68003 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 78
2 Anthracene. 1.4-dimethvl- 206 Cl16H14 000781-92-0 78
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 78
4 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 60
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 60
Abundance Scan 2716 (18.962 min): BM020321.D ( 2710) (-) m/z 57.05 100.00%
q7 71 206
5000 43
18,60 18.80 19.00 19.20
e m/z 71.00 95.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60352: Phenanthrene, 2,5-dimethyl-
206
5000 101 USSR SRR
18.60 18.80 19.00 19.20
101 m/z 206.00 92.64%
27 51 78 | ] 115100 1511%° |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60344: Anthracene, 1,4-dimethyl-
206
18.60 18.80 19.00 19.20
5000 m/z 85.05 62.57%
191
39 63 99108 50 150165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60361: Phenanthrene, 3,6-dimethyl-
206 18.60 18.80 19.00 19.20
m/z 191.00 52.49%
5000 191
2 102
27 st 78| 126 150165 | |
m/z--> 20 40 60 80 100 120 140 1é0 1éo 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051319\

Data File : BM020321.D

Aca On : 13 May 2019 18:09

Operator : JU/SJ

ﬁ?ggle i K2767-17 P026-55012-0612-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Heptafluorobutanoic acid, h... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.04 6.97 ng 337802 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Cvclohexadecane 224 C16H32 000295-65-8 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Z-8-Hexadecene 224 C16H32 1000130-87-5 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 3069 (21.039 min): BM020321.D (-3065) (-) m/z 57.05 100.00%
57 | 83
- o 228 JL____‘J\\J\‘JL
R BRI SRR B
3 139 167 190207 20.80 21.00 21.20 21.40
A a7l B0 A pra 3 h/z 69.05  92.00%
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83
5000 R SRR SRR B
111 20.80 21.00 21.20 21.40
- m/z 55.10 87 .34%
AP P a0 R eszms
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane
5 83
20,80 21.00 2120 21.40
5000 m/z 83.10 85.93%
29 111
A0 { -‘-J. J AN ser aee 4
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosy! formate AR RS muE e
57 83 20.80 21.00 21.20 21.40
m/z 43.10 74 .95%
h I JWJL
} M ‘. ‘ J\ J\ J\\ 1?9 il 1‘?7 196 222 266 29\4 322340
m/z--> 50 100 150 200 250 300 350 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051319\

Data File : BM020321.D

Aca On : 13 May 2019 18:09

Operator : JU/SJ

ﬁ?ggle i K2767-17 P026-55012-0612-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.51 4.81 ng 179862 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 87
2 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
3 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 001117-52-8 64
4 1-Formvl-2.2-dimethyl-3-cis-(2-m... 220 C15H240 1000144-10-0 64
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 59
Abundance Scan 3319 (22.509 min): BM020321.D (-3317) (-) m/z 69.10 100.00%
69
5000
4 137 22.20 22.40 22.60 22.80
bk ..|| 1975 103 207220254281 3 | ‘m/z 81.10 45.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
60
5000 UM BBV RRIES
22120 22.40 22,60 22.80
41 m/z 41.10 13.69%
|,,l | d 117 1 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69
22.20 22.40 22.60 22.80
5000 m/z 68.00 12.61%
41
136
FENY .“‘m 161 189209 236 263287 332
m/z--> 50 100 150 260 250 300 350 400
Abundance #95807: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, (... N
69 22.20 22.40 22.60 22.80
43 m/z 95.10 12.08%
5000
95
i \‘\ w i ﬁJ \I 178 294 262
s S o o 6 2o o s 4 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051319\

Data File : BM020321.D

Aca On : 13 May 2019 18:09

Operator : JU/SJ

ﬁ?ggle i K2767-17 P026-55012-0612-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.43 3.46 ng 129375 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 90
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
3 Benzolilfluoranthene 252 C20H12 000205-82-3 89
4 Benzolklfluoranthene 252 C20H12 000207-08-9 89
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 3476 (23.433 min): BM020321.D (-3472) (-) m/z 252.10 100.00%
252
5000
125 23.20 23.40 23.60 23.80
207 278
ol 22 87 9. 103185700228 Wl LT 88 A1 m/z 249.95 25.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252
5000 R NI SR BN SU

23.20 23.40 23.60 23.80
m/z 253.00 22 .08%

125
50 74 99, | 146 174 200224

T
m/z--> 50 100 150 200 250 300 350 400

Abundance #89826: Benz[e]acephenanthrylene
252
R R e
23.20 23.40 23.60 23.80
5000 m/z 251.05 8.92%
126
39 74 100, | 150174 200 224
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #89822: Benzo[j]fluoranthene B Al EREEEEETS S
252 23.20 23.40 23.60 23.80
m/z 125.00 8.91%
5000
126
29 51 74 100, | 150174 200 224 M
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051319\

Data File : BM020321.D

Acq On : 13 May 2019 18:09

Operator : JU/SJ

3?22'6 i K2767-17 P026-SS012-0612-01
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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]
unknown7 .29 7.29 101.5 ng 1399690 1 7.76 275868 20.0
unknownl18.04 18.04 4.8 ng 136929 4 17.16 568820 20.0
Phenanthrene, 2,5... 18.96 2.4 ng 68003 4 17.16 568820 20.0
Heptafluorobutano... 21.04 7.0 ng 337802 5 21.34 968988 20.0
Squalene 22.51 4.8 ng 179862 6 23.63 747728 20.0
Benzo[e]pyrene 23.43 3.5 ng 129375 6 23.63 747728 20.0
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