LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001101.D
Aca On : 28 Nov 2019 01:36 Instrument :
Operator : JU gyA{é el

- _ lentosampleld :
3?22Ie - (o977-02 S-112119-0-2-COMP-B1
ALS Vial : 18 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 P\METHODS\8270-BP112719.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 4.781 453 458 471 rBV 723648 1108108 25.92% 2.668%
2 5.640 598 604 617 rBY 1271971 1774572 41.51% 4.273%
3 6.228 698 704 720 rVB 1246136 1503742 35.17% 3.621%
4 7.769 959 966 982 rVB 2752122 3433335 80.31% 8.267%
5 7.957 993 998 1012 rVB 2035308 2599944 60.82% 6.260%
6 8.328 1055 1061 1068 rVB 885067 1043897 24.42% 2.514%
7 8.569 1096 1102 1107 rBvV 2297323 2748580 64.29% 6.618%
8 9.204 1203 1210 1214 rBV 1954997 2283069 53.40% 5.497%
9 10.357 1401 1406 1411 rBV 1104777 1365982 31.95% 3.289%
10 12.145 1703 1710 1714 rBVY 3308439 4191645 98.05% 10.093%

11 12.810 1813 1823 1829 rBV 577347 629983 14.74% 1.517%
12 13.228 1887 1894 1899 rBV 1292390 1606488 37.58% 3.868%

13 13.275 1899 1902 1907 rVB 43293 51751 1.21% 0.125%
14 14.122 2043 2046 2053 rVB 35845 45194 1.06% 0.109%
15 14.516 2106 2113 2124 rVB5 26451 59506 1.39% 0.143%

16 15.622 2292 2301 2304 rBV 1412985 1637393 38.30% 3.943%
17 15.657 2304 2307 2312 rVB 533692 555356 12.99% 1.337%
18 15.733 2317 2320 2323 rVV 79780 79352 1.86% 0.191%
19 16.381 2423 2430 2433 rBV 85215 107005 2.50% 0.258%
20 16.416 2433 2436 2444 rVB 128949 142513 3.33% 0.343%

21 16.528 2450 2455 2459 rVvVv 128956 171683 4.02% 0.413%

22 16.563 2459 2461 2466 rVB 65571 75015 1.75% 0.181%
23 16.816 2499 2504 2513 rVB2 73065 116289 2.72% 0.280%
24 17.163 2559 2563 2567 rBV2 61164 81218 1.90% 0.196%
25 17.369 2593 2598 2602 rBV 819260 872125 20.40% 2.100%
26 17.563 2626 2631 2637 rBV3 26941 48466 1.13% 0.117%
27 17.675 2644 2650 2654 rVB 838238 984850 23.04% 2.371%
28 17.751 2654 2663 2666 rBV2 27679 58664 1.37% 0.141%
29 17.845 2676 2679 2682 rBV 39387 42770 1.00% 0.103%

30 17.910 2682 2690 2694 rVV 3673461 4275062 100.00% 10.294%

31 17.986 2696 2703 2707 rBV3 53802 101201 2.37% 0.244%
32 18.098 2717 2722 2724 rBV4 49482 81942 1.92% 0.197%
33 18.127 2724 2727 2731 rVB 85229 101868 2.38% 0.245%
34 18.263 2746 2750 2761 rVV5 102519 187173 4._.38% 0.451%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001101.D
Aca On : 28 Nov 2019 01:36 Instrument :
Operator : JU gyA{g el

- _ lentosampleld :
3?22Ie - (o977-02 S-112119-0-2-COMP-B1
ALS Vial : 18 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\HPCHEM1\BNA P\METHODS\8270-BP112719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.380 2767 2770 2774 rVB2 60315 62281 1.46% 0.150%
36 18.422 2774 2777 2780 rBV 48823 56988 1.33% 0.137%
37 18.580 2801 2804 2809 rVB3 32236 42940 1.00% 0.103%
38 18.727 2826 2829 2835 rVB 52073 52500 1.23% 0.126%

39 18.786 2835 2839 2847 rVB 76233 103641 2.42% 0.250%
40 18.933 2860 2864 2869 rBV2 62518 103476 2.42% 0.249%

41 18.980 2869 2872 2874 rBVY 56059 60105 1.41% 0.145%
42 19.063 2882 2886 2893 rVB2 66017 100532 2.35% 0.242%
43 19.157 2898 2902 2904 rBV2 71478 86981 2.03% 0.209%

44 19.269 2914 2921 2924 rBV2 1423256 2042711 47.78% 4_.919%
45 19.298 2924 2926 2930 rVB 386294 350288 8.19% 0.843%

46 19.398 2939 2943 2947 rVB3 46492 55213 1.29% 0.133%
47 19.557 2968 2970 2975 rVB 92480 95981 2.25% 0.231%
48 19.769 3001 3006 3009 rBV 91283 116875 2.73% 0.281%
49 19.810 3010 3013 3017 rVB 56441 59779 1.40% 0.144%
50 19.927 3029 3033 3034 rBV3 34492 43318 1.01% 0.104%

51 19.951 3034 3037 3043 rVvB2 101873 122220 2.86% 0.294%
52 20.327 3098 3101 3106 rVB2 87956 102068 2.39% 0.246%
53 20.551 3134 3139 3143 rBV 338905 572944 13.40% 1.380%
54 20.674 3157 3160 3164 rVB 60896 70805 1.66% 0.170%
55 20.727 3165 3169 3174 rVB 94433 123264 2.88% 0.297%

56 20.898 3193 3198 3205 rVB 204433 287492 6.72% 0.692%
57 20.968 3205 3210 3216 rVB 277735 372021 8.70% 0.896%
58 21.045 3217 3223 3227 rBV 1064569 1494469 34.96% 3.598%
59 21.168 3240 3244 3250 rVB 85142 130390 3.05% 0.314%
60 21.668 3325 3329 3337 rVB2 69355 123656 2.89% 0.298%

61 22.680 3495 3501 3514 rVB2 124734 303481 7.10% 0.731%
62 23.168 3577 3584 3595 rVB 103214 228572 5.35% 0.550%

Sum of corrected areas: 41530732
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\

BP001101.D

28 Nov 2019 01:36

Ju

K5977-02

18 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP112719.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L

ion Parameters: LSCINT.P

S-112119-0-2-COMP-B1

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP001101.D

1.77

5.64 6.23

4.78

7.96

8.57
9.20

8.33

0

Time-->

2.50

T T
3.00 3.50

I I I
4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

[
8.00

T T
8.50 9.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP001101.D

12.15

13.23
10.36

12.81

.27 14.12 1452

15.62

1%.66

O
Time--> 9.50

14.00

14.50 15.00

10.00 10.50 11.00 11.50

12.00 12.50 13.00 13.50

15.50

16.00 16.50

Abundance

3500000
3000000
2500000
2000000
1500000
1000000

500000

17
Ok

TIC: BP001101.D
17191

19.27

21.04
17.37 17.67

1.17 21.67

16| 17. ,155

22.68

23.17

Time-->  17.00

21.50 22.00

17.50 18.00 18.50

19.00 19.50 20.00 20.50 21.00

22.50 23.00

23.50 24.00
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Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP112719\

Data File : BP001101.D

Aca On - 28 Nov 2019 01:36

Operator : JU

ﬁ?ggle i K5977-02 S-112119-0-2-COMP-B1
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.78 21.23 ng 1108110 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 458 (4.781 min): BP001101.D (-453) (-) m/z 83.00 100.00%
83
5000
440 4.60 4.80 500 5.20
Ol il (113141169 201 232 268 300329 309398 435 87817249 | "m/z 55.05  95.21%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3241: 3-Penten-2-one, 4-methyl-
55 83
5000 I SARRE RN RN LR
2 440 4.60 4.80 500 5.20
m/z 43.00 37.37%
L S S S B WA B L B S R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3157: 3-Hexen-2-one
5583 A SAARARAREERARRE AR R
440 4.60 4.80 500 5.20
5000 m/z 97.95 32.87%
T
0|"H'|""|""|"" L L UL SR LI R B B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e e e
55 83 440 4.60 4.80 500 5.20
m/z 39.05 25.40%
5000, .
Oli"PQ'W"”I'”' L L L SR LI R B B SRR RN AR LR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 440 4.60 4.80 500 5.20

8270-BP112719.M

Fri Nov 29 17:03:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP112719\

Data File : BP001101.D

Aca On - 28 Nov 2019 01:36

Operator : JU

ﬁ?ggle i K5977-02 S-112119-0-2-COMP-B1
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.64 34.00 ng 1774570 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 604 (5.640 min): BP001101.D (-598) (-) m/z 43.00 100.00%
43
5000
101 R RS S IR
71 131159  211240270300328358 394423452 493 531 240 590 580 6.00
O e T T T T T T R T T T e T T e TR T m/z 59.00 55.79%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS RS S IR

5.40 5.60 5.80 6.00
m/z 100.95 18.67%

15 101
R i I o e e Bt R B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
A L R ma
5.40 5.60 5.80 6.00
5000 m/z 57.95 17.27%
126
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime A E L S RS ma
43 5.40 5.60 5.80 6.00
m/z 41.05 8.24Y%
5000
101
15 |
(O o L o e e e o e S R R S E e LR m s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP112719\

Data File : BP001101.D

Aca On - 28 Nov 2019 01:36

Operator : JU

ﬁ?ggle i K5977-02 S-112119-0-2-COMP-B1
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 unknown7.96 Concentration Rank 2

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

7.96 49.81 ng 2599940 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 998 (7.957 min): BP001101.D (-993) (-) m/z 131.95 100.00%
132
5000 e8
96 N A AR I
40 l 7.60 7.80 8.00 8.20
Ol s At A 175208230258286315 367 398 430458486515543 m/z 68.00 51.78%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A

7.60 7.80 8.00 8.20
m/z 66.00 35.42%

31
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
R R
9 7.60 7.80 8.00 8.20
5000 ! m/z 134.00 33.10%
31 601
O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- s e R
132 7.60 7.80 8.00 8.20
m/z 69.05 21.97%
5000
28 63‘ 104
ot b oo i ii i i iii i e SRR H MR B G ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP112719\

Data File : BP001101.D

Aca On - 28 Nov 2019 01:36

Operator : JU

ﬁ?ggle i K5977-02 S-112119-0-2-COMP-B1
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 5 Benzaldehyde, 3,5-dichloro-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.10 ng 171683 Phenanthrene-d10 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 64
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
4 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 42
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38

Abundance Scan 2455 (16.528 min): BP001101.D (-2450) (-) m/z 189.10 100.00%

1849

5000 M
94

N
LN

16.20 16.40 16.60 16.80

63 162
ol 32 128 L7 256284 326355382415 462 501533 | h/z 190.05  99.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000
16.20 16.40 16.60 16.80
1 133 m/z 192.10 79.66%
o4 {Hf.k.,”..“.. B e O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
T T T T
16.20 16.40 16.60 16.80
5000 m/z 191.10 67.35%
94
ol 31 63 | 122 162
R B e LA ELAL I e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 16.20 16.40 16.60 16.80
m/z 94.60 24 _75%
5000
94
o e e e e e e e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16. 20 16. 40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP112719\

Data File : BP001101.D

Aca On - 28 Nov 2019 01:36

Operator : JU

ﬁ?ggle i K5977-02 S-112119-0-2-COMP-B1
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 6 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.90 3.85 ng 287492 Perylene-di12 21.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolalovrene 252 C20H12 000050-32-8 91
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 3198 (20.898 min): BP001101.D (-3193) (-) m/z 252.10 100.00%
282
5000
37 63 991?5 159 198224 288315344 384 423 458 488 519549 20.60 20.80 21.00 21.20
O A T AL S S S e e m/z 250.05 26.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
282
5000

20.60 20.80 21.00 21.20
m/z 253.05 21.69%

125
63 99, 158 198224

O e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104226: Benzo[k]fluoranthene
252
20.60 20.80 21.00 21.20
5000 m/z 125.10 13.84%

126

ol36 63 100 | 163 198224 J

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104227: Benz[e]acephenanthrylene B O B I i e
252 20.60 20.80 21.00 21.20
m/z 126.00 12.26%
5000
126
ol 63 100 | 161 198224 J
L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_P\DATA\BP112719\

Data File : BP001101.D

Acq On : 28 Nov 2019 01:36

Operator : JU

3?22'6 i KS977-02 S-112119-0-2-COMP-B1
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.78 21.2 ng 1108110 1 8.33 1043900 20.0
2-Pentanone, 4-hy... 5.64 34.0 ng 1774570 1 8.33 1043900 20.0
unknown? .96 7.96 49.8 ng 2599940 1 8.33 1043900 20.0
Benzaldehyde, 3,5... 16.53 2.1 ng 171683 4 15.62 1637390 20.0
Benzo[e]pyrene 20.90 3.9 ng 287492 6 21.05 1494470 20.0
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